& MICROBAC"

September 7, 2016

Arcelor Mittal USA, Inc.

250 W US Highway 12
Burns Harbor, IN 46304-9745 Work Order No.: 16H2050

Re:PEC #2 BH Dust
Dear Jeffrey May:

Microbac Laboratories, Inc. - Chicagoland Division received 3 sample(s) on 8/30/2016
10:07:00AM for the analyses presented in the following report as Work Order
16H2050.

The enclosed results were obtained from and are applicable to the sample(s) as
received at the laboratory. All sample results are reported on an "as received" basis
unless otherwise noted.

All data included in this report have been reviewed and meet the applicable project
specific and certification specific requirements, unless otherwise noted. A
qualifications page is included in this report and lists the programs under which
Microbac maintains certification.

This report has been paginated in its entirety and shall not be reproduced except in
full, without the written approval of Microbac Laboratories.

We appreciate the opportunity to service your analytical needs. If you have any
questions, please contact your project manager. For any feedback, please contact

Robert Crookston, Managing Director, at robert.crookston@microbac.com.

Sincerely,
Microbac Laboratories, Inc.

Carey Gadzala
Project Manager

Microbac Laboratories, Inc.
250 West 84" Drive | Merrillville, IN 46410 | 800.536.8379 p | 219.769.8378 p | 219.769.1664 f | www.microbac.com
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WORK ORDER SAMPLE SUMMARY Date: Wednesday, September 7, 2016

Client: Arcelor Mittal USA, Inc.
Project: PEC #2 BH Dust
Lab Order: 16H2050

Lab Sample ID Client Sample ID Tag Number Collection Date Date Received

16H2050-01 PEC No. 2 Bag house Dust 8/23/16 08/23/2016 00:00 8/30/2016 10:07:00AM
16H2050-02 PEC No. 2 Bag house Dust 8/24/16 08/24/2016 00:00 8/30/2016 10:07:00AM
16H2050-03 PEC No. 2 Bag house Dust 8/25/16 08/25/2016 00:00 8/30/2016 10:07:00AM

Microbac Laboratories, Inc.
250 West 84™ Drive | Merrillville, IN 46410 | 800.536.8379 p | 219.769.8378 p | 219.769.1664 f | www.microbac.com
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Analytical Results Date: Wednesday, September 7, 2016
Client: Arcelor Mittal USA, Inc.
Client Project: PEC #2 BH Dust
Client Sample ID: PEC No. 2 Bag house Dust Work Order/ID: 16H2050-01
Sample Description:  8/23/16 Sampled: 08/23/2016 0:00
Matrix: Solid Received: 08/30/2016 10:07
Analyses Certs AT Result RL Qual Units DF Analyzed
Method: SW-846 8270C Analyst:CLR
Semivolatile Organic Compounds Prep Method: SW846 3550 Prep Date/Time:08/31/2016 10:12
Perylene [TIC] T ND 650 U ug/Kg 1 08/31/2016 20:20
Method: SW-846 8270C Analyst:CLR
LL Polynuclear Aromatic Hydrocarbons by GC/MS Prep Method: SW846 3550 Prep Date/Time:08/31/2016 10:12
Acenaphthene dil A ND 99 U pg/Kg wet 1 08/31/2016 20:20
Acenaphthylene dil A 120 99 pg/Kg wet 1 08/31/2016 20:20
Anthracene dil A ND 99 U pg/Kgwet | 1 08/31/2016 20:20
Benzo[a]anthracene dil A 100 99 Mg/Kg wet 1 08/31/2016 20:20
Benzo[a]pyrene dil A 170 99 Mg/Kg wet 1 08/31/2016 20:20
Benzo[b]fluoranthene di A 620 99 Mg/Kg wet 1 08/31/2016 20:20
Benzo[g,h,ilperylene dil A ND 99 Mg/Kgwet = 1 08/31/2016 20:20
Benzo[k]fluoranthene di A 140 99 pg/Kg wet 1 08/31/2016 20:20
Chrysene dil A 740 99 pg/Kg wet 1 08/31/2016 20:20
Dibenz[a,h]anthracene dil A ND 99 U pg/Kg wet 1 08/31/2016 20:20
Fluoranthene dil A 2100 99 pg/Kgwet - 1 08/31/2016 20:20
Fluorene dil A 320 99 pg/Kgwet - 1 08/31/2016 20:20
Indeno[1,2,3cd]pyrene dil A ND 99 Mg/Kg wet 1 08/31/2016 20:20
Naphthalene dil A 3400 99 pg/Kg wet 1 08/31/2016 20:20
Phenanthrene dil A 2800 99 pMg/Kgwet = 1 08/31/2016 20:20
Pyrene dil A 200 99 pg/Kg wet 1 08/31/2016 20:20
Surr: 2-Fluorobiphenyl! S 517 28.1-110 %REC 1 08/31/2016 20:20
Surr: Nitrobenzene-d5 S 498 33.6-110 %REC 1 |08/31/2016 20:20
Surr: Terphenyl-d14 S 537 35.8-121 %REC 1 08/31/2016 20:20

Microbac Laboratories, Inc.
250 West 84" Drive | Merrillville, IN 46410 | 800.536.8379 p | 219.769.8378 p | 219.769.1664 f | www.microbac.com
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Analytical Results Date: Wednesday, September 7, 2016
Client: Arcelor Mittal USA, Inc.
Client Project: PEC #2 BH Dust
Client Sample ID: PEC No. 2 Bag house Dust Work Order/ID: 16H2050-02
Sample Description:  8/24/16 Sampled: 08/24/2016 0:00
Matrix: Solid Received: 08/30/2016 10:07
Analyses Certs AT Result RL Qual Units DF Analyzed
Method: SW-846 8270C Analyst:CLR
Semivolatile Organic Compounds Prep Method: SW846 3550 Prep Date/Time:08/31/2016 10:12
Perylene [TIC] T ND 650 U ug/Kg 1 08/31/2016 20:45
Method: SW-846 8270C Analyst:CLR
LL Polynuclear Aromatic Hydrocarbons by GC/MS Prep Method: SW846 3550 Prep Date/Time:08/31/2016 10:12
Acenaphthene dil A ND 98 pg/Kg wet 1 08/31/2016 20:45
Acenaphthylene dil A 190 98 Hg/Kg wet 1 08/31/2016 20:45
Anthracene dil A ND 98 U pg/Kgwet | 1 08/31/2016 20:45
Benzo[a]anthracene dil A 200 98 Mg/Kg wet 1 08/31/2016 20:45
Benzo[a]pyrene dil A 290 98 Mg/Kg wet 1 08/31/2016 20:45
Benzo[b]fluoranthene di A 1100 98 pg/Kg wet 1 08/31/2016 20:45
Benzo[g,h,ilperylene dil A ND 98 U pg/Kgwet | 1 08/31/2016 20:45
Benzo[k]fluoranthene di A 220 98 pg/Kg wet 1 08/31/2016 20:45
Chrysene dil A 1500 98 pg/Kg wet 1 08/31/2016 20:45
Dibenz[a,h]anthracene dil A ND 98 Hg/Kg wet 1 08/31/2016 20:45
Fluoranthene dil A 4300 98 pg/Kgwet - 1 08/31/2016 20:45
Fluorene dil A 530 98 pg/Kgwet - 1 08/31/2016 20:45
Indeno[1,2,3cd]pyrene dil A ND 98 Mg/Kg wet 1 08/31/2016 20:45
Naphthalene dil A 3000 98 pg/Kg wet 1 08/31/2016 20:45
Phenanthrene dil A 5200 98 Mg/Kgwet = 1 08/31/2016 20:45
Pyrene dil A 380 98 pg/Kg wet 1 08/31/2016 20:45
Surr: 2-Fluorobiphenyl! S 65.5 28.1-110 %REC 1 08/31/2016 20:45
Surr: Nitrobenzene-d5 S 657 33.6-110 %REC 1 |08/31/2016 20:45
Surr: Terphenyl-d14 S 67.9 35.8-121 %REC 1 08/31/2016 20:45

Microbac Laboratories, Inc.
250 West 84" Drive | Merrillville, IN 46410 | 800.536.8379 p | 219.769.8378 p | 219.769.1664 f | www.microbac.com
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Analytical Results Date: Wednesday, September 7, 2016
Client: Arcelor Mittal USA, Inc.
Client Project: PEC #2 BH Dust
Client Sample ID: PEC No. 2 Bag house Dust Work Order/ID: 16H2050-03
Sample Description:  8/25/16 Sampled: 08/25/2016 0:00
Matrix: Solid Received: 08/30/2016 10:07
Analyses Certs AT Result RL Qual Units DF Analyzed
Method: SW-846 8270C Analyst:CLR
Semivolatile Organic Compounds Prep Method: SW846 3550 Prep Date/Time:08/31/2016 10:12
Perylene [TIC] T ND 660 U ug/Kg 1 08/31/2016 21:08
Method: SW-846 8270C Analyst:CLR
LL Polynuclear Aromatic Hydrocarbons by GC/MS Prep Method: SW846 3550 Prep Date/Time:08/31/2016 10:12
Acenaphthene dil A ND 100 pg/Kg wet 1 08/31/2016 21:08
Acenaphthylene dil A 220 100 pg/Kg wet 1 08/31/2016 21:08
Anthracene dil A ND 1000 U ug/Kgwet 1 08/31/2016 21:08
Benzo[a]anthracene dil A 250 100 Mg/Kg wet 1 08/31/2016 21:08
Benzo[a]pyrene dil A 300 100 Mg/Kg wet 1 08/31/2016 21:08
Benzo[b]fluoranthene di A 1100 100 pg/Kg wet 1 08/31/2016 21:08
Benzo[g,h,ilperylene dil A ND 100 pg/Kgwet = 1 08/31/2016 21:08
Benzo[k]fluoranthene di A 230 100 pg/Kg wet 1 08/31/2016 21:08
Chrysene dil A 1600 100 pg/Kg wet 1 08/31/2016 21:08
Dibenz[a,h]anthracene dil A ND 100 Hg/Kg wet 1 08/31/2016 21:08
Fluoranthene dil A 5000 100 pg/Kgwet - 1 08/31/2016 21:08
Fluorene dil A 600 100 pg/Kgwet - 1 08/31/2016 21:08
Indeno[1,2,3cd]pyrene dil A ND 100 Mg/Kg wet 1 08/31/2016 21:08
Naphthalene dil A 4500 100 pg/Kg wet 1 08/31/2016 21:08
Phenanthrene dil A 6000 100 Mg/Kgwet = 1 08/31/2016 21:08
Pyrene dil A 480 100 pg/Kg wet 1 08/31/2016 21:08
Surr: 2-Fluorobiphenyl! S 726 28.1-110 %REC 1 08/31/2016 21:08
Surr: Nitrobenzene-d5 S 701 33.6-110 %REC 1 |08/31/2016 21:08
Surr: Terphenyl-d14 S 718 35.8-121 %REC 1 08/31/2016 21:08

Microbac Laboratories, Inc.
250 West 84" Drive | Merrillville, IN 46410 | 800.536.8379 p | 219.769.8378 p | 219.769.1664 f | www.microbac.com
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FLAGS, FOOTNOTES AND ABBREVIATIONS (as neede

B = Detected in the associated method Blank at a concentration above the routine RL
b- = Detected in the associated method Blank at a concentration greater than 2.2 times the MDL
b* = Detected in the associated method Blank at a concentration greater than half the RL
CFU = Colony forming units

D = Dilution performed on sample

DF = Dilution Factor

g = Gram

E = Value above quantitation range

H = Analyte was prepared and/or analyzed outside of the analytical method holding time
| = Matrix Interference

J = Analyte concentration detected between RL and MDL (Metals / Organics)

LOD = Limit of Detection

LOQ = Limit of Quantitation

m3 = Meters cubed

MDL = Method Detection Limit

mg/Kg = Milligrams per Kilogram (ppm)

mg/L = Milligrams per Liter (ppm)

NA = Not Analyzed

ND = Not Detected at the Reporting Limit (or the Method Detection Limit, if used)

NR = Not Recovered

R = RPD outside accepted recovery limits

RL = Reporting Limit

S = Spike recovery outside recovery limits

Surr = Surrogate

U = Undetected

> = Greater than

< =Less than

% = Percent

* = Result exceeds project specific limits

ANALYTE TYPES: (AT)

A,B = Target Analyte

| = Internal Standard

M = Summation Analyte

S = Surrogate

T = Tentatively Identified Compound (TIC, concentration estimated)

QC SAMPLE IDENTIFICATIONS

BLK = Method Blank ICSA = Interference Check Standard "A"

DUP = Method Duplicate ICSAB = Interference Check Standard "AB"

BS = Method Blank Spike BSD = Method Blank Spike Duplicate

MS = Matrix Spike MSD = Matrix Spike Duplicate

ICB = Initial Calibration Blank ICV = Initial Calibration Verification

CCB = Continuing Calibration Blank CCV = Continuing Calibration Verification

CRL = Client Required Reporting Limit OPR = Ongoing Precision and Recovery Standard
PDS = Post Digestion Spike SD = Serial Dilution

QCS = Quality Control Standard

CERTIFICATIONS (Certs)
Below is a list of certifications maintained by the Microbac Merrillville Laboratory. All data included in this report has been reviewed for and
meets all project specific and quality control requirements of the applicable accreditation, unless otherwise noted. Complete lists of individual
analytes pursuant to each certification below are available upon request.

d lllinois EPA drinking water, wastewater and solid waste analysis (#200064)

i Kansas Dept Health & Env. NELAP (#E-10397)

I North Carolina DENR NPDES effluent, surface water (#597)

Microbac Laboratories, Inc.
250 West 84" Drive | Merrillville, IN 46410 | 800.536.8379 p | 219.769.8378 p | 219.769.1664 f | www.microbac.com
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COOLER INSPECTION Date:  Wednesday, September 7, 2016
Client Name: Arcelor Mittal USA, Inc. Date/Time Received: 08/30/2016 10:07

Work Order Number: 16H2050 Received by:  Nicole Rainwater

Checklist completed by:  8/30/2016 10:35:00AM Nicole Rainwater Reviewed by:  8/30/2016 CAG

Carrier Name: Microbac

Cooler ID: Default Cooler Container/Temp Blank Temperature: 2.7°C
After-Hour Arrival? Yes : No Z
Shipping container/cooler in good condition? Yes [ | No |v/[ NotPresent B
Custody seals intact on shipping container/cooler? Yes [ | No | [ NotPresent
Custody seals intact on sample containers? Yes | | No | | NotPresent
COC present? Yes v No | |
COC included sufficient client identification? Yes v No | |
COC included sufficient sample collector information? Yes A No | |
COC included a sample description? Yes v No | |
COC agrees with sample labels? Yes v No | |
COC identified the appropriate matrix? Yes v No | |
COC included date of collection? Yes v No | |
COC included time of collection? Yes | No |V
COC identified the appropriate number of containers? Yes A No | |
Samples in proper container/bottle? Yes v’ No
Sample containers intact? Yes Z No :
Sufficient sample volume for indicated test? Yes v No | |
All samples received within holding time? Yes v No
If the samples are preserved, are the preservatives identified? Yes Z No :

If No, adjusted by?

COC included the requested analyses? Yes No
COC signed when relinquished and received? Yes No
Samples received on ice? Yes No
Samples properly preserved? Yes No
Voa vials for aqueous samples have zero headspace ? Yes No No VOA vials submitted

Cooler Comments:

ANY "NO" EVALUATION (excluding After-Hour Receipt) REQUIRES CLIENT NOTIFICATION.

Sample ID Client Sample ID Comments
16H2050-01 PEC No. 2 Bag house Dust
16H2050-02 PEC No. 2 Bag house Dust
16H2050-03 PEC No. 2 Bag house Dust

Microbac Laboratories, Inc.
250 West 84" Drive | Merrillville, IN 46410 | 800.536.8379 p | 219.769.8378 p | 219.769.1664 f | www.microbac.com
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LSC Area Percent Report

Data Path : D:\Data\A083116\
Data File : A083116.D

Acqg On :31 Aug 2016 8:20 pm
Operator : CLR

Sample :16H2050-01

Misc  :1S=75216

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : 0.5 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : C:\msdchem\1\METHODS\SV083016.M
Title : SVOA#1 BNA Quantitation

Signal : TIC: A083116.D\data.ms

peak R.T.first max last PK peak corr. corr. % of
# min scanscanscan TY height area % max. total
1 2134 171 175 189rVB 65835 44343 1.34% 0.136%
2 2.864 425 432 447 rVB 2272537 1514274 45.64% 4.651%
3 3.046 488 496 505rBV4 42322 39420 1.19% 0.121%
4 3.245 557 566 576 rBV 70994 53693 1.62% 0.165%
5 3.552 658 674 680rBV 437503 654421 19.72% 2.010%
6
7
8
9

3.586 680 686 698 rVV5 47687 56338 1.70% 0.173%
3.646 698 707 719rVB 2172608 1753072 52.84% 5.385%
3.987 820 827 834 rBV 999400 705951 21.28% 2.168%
4.103 862 868 878 rBV2 348103 261708 7.89% 0.804%
10 4.518 1003 1014 1021 rBV 1072512 797199 24.03% 2.449%

11 5.251 12651272 1276 rBV 1238964 991072 29.87% 3.044%
12 5.274 1276 1280 1293 rVV 1839101 1382012 41.65% 4.245%
13 5.626 1398 1404 1433 rBV7 34568 50709 1.53% 0.156%
14 5.848 1476 1482 1514 rBV3 49137 53300 1.61% 0.164%
15 5.950 1514 1518 1531 VB4 36645 42137 1.27% 0.129%

16 6.016 1534 1541 1554 rBV2 232216 181557 5.47% 0.558%
17 6.118 15721577 1586 rVB 119882 96165 2.90% 0.295%
18 6.311 1634 1645 1679 rBV 297004 329637 9.94% 1.012%
19 6.428 16791686 1716 rVB 1895791 1435445 43.27% 4.409%
20 6.530 1716 1722 1732rBV 89044 74598 2.25% 0.229%

21 6.575 17321738 1752rBV2 53679 52283 1.58% 0.161%
22 6.629 1752 1757 1764 rvB5 31026 33396 1.01% 0.103%
23 6.698 17761781 1789rBV6 45814 61442 1.85% 0.189%
24 6.732 1789 1793 1804 rVV3 69849 58378 1.76% 0.179%
25 6.780 1804 1810 1817 rvVv3 87266 89627 2.70% 0.275%

26 6.808 1817 1820 1826 rVB 59823 45666 1.38% 0.140%
27 6.908 1850 1855 1877 rvB5 46371 91325 2.75% 0.281%
28 6.987 1877 1883 1900 rBV3 84980 113455 3.42% 0.348%
29 7.144 1931 1938 1958 rVB 1528069 1353652 40.80% 4.158%
30 7.294 1958 1991 1995 rBV7 46959 108143 3.26% 0.332%

31 7.311 19951997 2012 rvV2 52691 40249 1.21% 0.124%
32 7.371 2012 2018 2045 rvV 301450 308148 9.29% 0.946%
33 7.459 2045 2049 2098 rvB10 43103 61724 1.86% 0.190%
34 7.718 2134 2140 2145rBV 107206 97462 2.94% 0.299%
35 7.749 21452151 2164 rvB 200659 203749 6.14% 0.626%

36 7.797 2164 2168 2200 rBV 26489 82706 2.49% 0.254%
37 7.931 2210 2215 2236 rBV4 78504 141329 4.26% 0.434%
38 8.010 2236 2243 2320 rVB 1750614 1575388 47.48% 4.839%
39 8.243 2320 2325 2359 rBV2 131445 201618 6.08% 0.619%

A083116.D SV083016.M Tue Sep 06 13:49:38 2016 SVOA1 Page:
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LSC Area Percent Report

Data Path : D:\Data\A083116\
Data File : A083116.D

Acqg On :31 Aug 2016 8:20 pm
Operator : CLR

Sample :16H2050-01

Misc  :1S=75216

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : 0.5 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : C:\msdchem\1\METHODS\SV083016.M
Title : SVOA#1 BNA Quantitation

40 8.357 2359 2365 2370 rBV7 27339 33228 1.00% 0.102%

41 8.382 2370 2374 2432 rBV10 37644 44428 1.34% 0.136%
42 8.562 2432 2437 2457 rVB 248771 241816 7.29% 0.743%
43 8.635 2457 2463 2467 rBV4 45658 52882 1.59% 0.162%

44 8.658 2467 2471 2495rVB 123069 122597 3.70% 0.377%
45 8.743 2495 2501 2505 rBV 132873 115251 3.47% 0.354%

46 8.775 2505 2512 2516 rBV2 1605638 1305872 39.36% 4.011%
47 8.800 2516 2521 2647 rVV 1907954 1368790 41.26% 4.204%
48 9.170 2647 2651 2656 rVB 291633 202219 6.09% 0.621%
49 9.303 2693 2698 2702 rVB 146617 114192 3.44% 0.351%
50 9.332 2702 2708 2728 rvB2 321975 295589 8.91% 0.908%

51 9.403 2728 2733 2768 rBV4 170930 308079 9.29% 0.946%
52 9.513 2768 2772 2794 rvB10 48825 45924 1.38% 0.141%
53 9.604 2794 2804 2846 rBV3 432589 483737 14.58% 1.486%
54 9.735 2846 2850 2873 rBV8 56480 94918 2.86% 0.292%

55 9.815 2873 2878 2889 rvB2 282893 266357 8.03% 0.818%

56 9.857 2889 2893 2899 rBV7 53092 56459 1.70% 0.173%
57 9.888 2899 2904 2921 rvB3 155801 140452 4.23% 0.431%
58 9.959 2921 2929 2937 rBV 1628391 1321773 39.84% 4.060%
59 9.994 2937 2941 2971 rVV3 140832 219472 6.61% 0.674%
60 10.087 2971 2974 2989 rVB7 67073 34354 1.04% 0.106%

61 10.156 2994 2998 3036 rVB3 341944 372624 11.23% 1.145%
62 10.275 3036 3040 3050 rBV3 129791 104174 3.14% 0.320%
63 10.320 3050 3056 3239 rVB 2374390 2208211 66.56% 6.783%
64 10.880 3239 3253 3282 rBV3 147020 223405 6.73% 0.686%
65 10.974 3282 3286 3293 rVB2 114298 81610 2.46% 0.251%

66 11.011 3293 3299 3312 rBV5 105402 149590 4.51% 0.459%
67 11.190 3354 3362 3398 rvB2 1885871 2030361 61.20% 6.236%
68 11.303 3398 3402 3430 rVV2 86623 92884 2.80% 0.285%
69 11.392 3430 3433 3483 rvV2 82262 169094 5.10% 0.519%
70 11.548 3483 3488 3500 rVV 246356 229405 6.91% 0.705%

71 11.590 3500 3503 3652 rVV 171016 571728 17.23% 1.756%
72 12.031 3652 3658 3727 rVV 390577 703536 21.20% 2.161%
73 12.238 3727 3731 3754 rVV3 147984 197190 5.94% 0.606%
74 12.324 3754 3761 4409 rVB 1726329 3317795 100.00% 10.191%

Sum of corrected areas: 32556787

A083116.D SV083016.M Tue Sep 06 13:49:38 2016 SVOA1 Page:
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LSC Report -

Data Path : D:\Data\A083116\
Data File : A083116.D

Acq On

Operator : CLR
Sample :16H2050-01
Misc  :1S=75216
ALS Vial

: 31 Aug 2016 8:20 pm

: 15 Sample Multiplier: 1

Integrated Chromatogram

Quant Method : C:\msdchem\1\METHODS\SV083016.M

Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: A083116.D\data.ms
2.864
3.646
2000000
5.274
1500000
5.2561
4.518
1000000 3.987
3.552
500000 Y 4103
2.134 3.046 3./2\45 5 5.626
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 1.80 2.00 2.20 240 260 2.80 3.00 3.20 340 3.60 3.80 4.00 4.20 4.40 4.60 4.80 500 5.20 540 5.60
Abundance TIC: A083116.D\data.ms
2000000 6.428 8.800
8.010
8.775 9.9¢
7.144
1500000
1000000
500000
6.0 6.311 8.562
16118 8.243 a0
086&5ﬁ{) . \\Gﬁ I WA BN, A N NN N - . WO,V
I e B i A B e e e AL L B R W e
Time--> 6.00 6.20 6.40 6.60 6.80 7.00 720 740 7.60 7.80 8.00 820 840 8.60 8.80 9.00 9.20 9.40 9.60 9.80
Abundance TIC: A083116.D\data.ms
10.320
2000000 11.190
12.324
1500000
1000000
500000{ 10.156 1548, 12.031
10.2115 10.38®041 M 12.23
0.0 1 303392
Mo, /JL MU A

Time--> 1000 10.20 1040 10.60 1080 11.00 11. 20 11.40 11.60 11.80 12.00 1220 12.40 1260 12.80 1300 13.20 1340 13.60 13.80 14.00

A083116.D SV083016.M Tue Sep 06 13:49:41 2016

SVOA1 Page: 3 Page 11 of 81



Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083116.D

Acq On :31Aug 2016 8:20 pm
Operator : CLR

Sample :16H2050-01

Misc  :1S=75216

ALS Vial : 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M

Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *% *% *% *%

Peak Number 1 Ethanol, 2,2'-oxybis-

R.T. EstConc Area

*% *% *%

Relative to ISTD

*%

Concentration Rank 1

R.T.

3.552 37.08 ug/ml
Hit# of 5 Tentative ID

654421

MW MolForm

1,4-Dichlorobenzene-d4

CAS# Qual

1 Ethanol, 2,2'-oxybis-
2 Ethanol, 2,2'-oxybis-
3 Ethanol, 2,2'-oxybis-
4 Ethanol, 2,2'-oxybis-
5 Butane, 1-methoxy-

106 C4H1003
106 C4H1003
106 C4H1003
106 C4H1003

88 C5H120

000111-46-6 83
000111-46-6 78
000111-46-6 74
000111-46-6 64
000628-28-4 32

3.987

Abundance Scan 674 (3.552 min): A083116.D\data.ms (-658) (-) m/z 45.00 100.00%
45
5000 75 /L
R
3.20 3.40 3.60 3.80
0\\\‘\\\\‘\\\\‘\\\\‘\H\\5"\]\\5\8‘\\\@?\\\\‘\\\8\8‘\\\\‘\\\\‘\\\ m/Z 75'00 50.62%
m/z--> 10 20 30 50 60 70 80 90 100 110
Abundance
45
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘\
3.20 3.40 3.60 3.80
75 m/z 76.00 25.36%
31
o 15 25 58 88
—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
45
e
3.20 3.40 3.60 3.80
5000 m/z 42.95 13.43%
75
31
0 19 58 88 107
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4855: Ethanol, 2,2'-oxybis- SRS T S | N S
45 320 3.40 3.60 3.80
m/z 43.95 12.00%
5000
75
31
19 11 H 58 ‘
oLt e e ] bt

A83+16.D 811083(0)16 B0 TuetSeB06 168:4924 28(16 90

100SVIAA L

3.20 PaEges.eb 3.80

Page 12 of 81



Data Path :

Library Search Compound Report
D:\Data\A083116\

Data File : A083116.D

Acq On
Operator
Sample

: 31 Aug 2016 8:20 pm
: CLR
: 16H2050-01

Misc  :1S=75216

ALS Vial

: 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M

Quant Title

: SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *%

Peak Number 2 Benzaldehyde
R.T. EstConc Area

*% *% *% *% *% *% *% *%

Concentration Rank 20

Relative to ISTD R.T.

3.586 3.19 ug/ml 56338

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzaldehyde 106 C7H60 000100-52-7 53
2 Benzaldehyde 106 C7H60 000100-52-7 50
3 Benzaldehyde 106 C7H60 000100-52-7 43
4 Benzaldehyde 106 C7H60 000100-52-7 43

5 1,3,2-Dioxaphosphorinane-2-metha... 228 C10H1304P

Abundance Scan 686 (3.586 min): A083116.D\data.ms (-680) (-)
w
106
5000 60
51
G
0\‘\\\\‘\\\\‘\\\H‘H\\\‘1\\‘“\“\‘\‘\\“‘\\\\‘\\\‘\‘\9\5\\‘\\\‘\‘\\\
m/z--> 10 20 30 80 90 100 110
Abundance
77 106
51
5000
o 29 39 63 85
I R A B B B e B T B L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
77 106
5000 51
29 39 63
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4937: Benzaldehyde
77 106
5000
51
ST O (NN Y

AB831+16. D1SV083016[M Tae Sep 0661)3 49047 3016 90

100 SYOA1

1,4-Dichlorobenzene-d4 3.987

093786-70-0 32

m/z 76.95 100.00%

/\JL\W‘«»“ 2

320 340 360 380 4.00
m/z 105.95 75.38%

|

320 3.40 3.60 380 400
m/z 105.00 58.36%

e /\ A
\‘\\\\‘\\\

3.20 3.40 3.60 3.80 4.00
m/z 60.00 41.49%

L,

3.20 3.40 3.60 3.80 4.00
m/z 73.00 37.67%

Page 13 of 81



Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083116.D

Acq On :31Aug 2016 8:20 pm
Operator : CLR

Sample :16H2050-01

Misc  :1S=75216

ALS Vial : 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *% *% *% *% *% *% *% *% *%

Peak Number 3 Limonene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

4.103 14.83ug/ml 261708

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1,4-Dichlorobenzene-d4 3.987

m/z 67.95 100.00%

f\ A

1 Limonene 136 C10H16 000138-86-3 93
2 D-Limonene 136 C10H16 005989-27-5 92
3 D-Limonene 136 C10H16 005989-27-5 90
4 D-Limonene 136 C10H16 005989-27-5 83
5 Limonene 136 C10H16 000138-86-3 81
Abundance Scan 868 (4.103 min): A083116.D\data.ms (-862) (-)
68
5000
I H\
O\‘\\\\‘\\\\‘\\\\‘H\‘\\‘\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\\

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
68

5000 93

79
41
27 53 107 121 136

3.80 4.00 4.20 4.40
m/z 67.05 81.40%

O b e T T R T T T T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance
68

5000 93

41 53 79 136

107 121
128

27

A
3.80 4.00 4.20 4.40
m/z 93.00 57.21%

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140

3.80 4.00 4.20 4.40
m/z 78.95 33.84%

Abundance #15164: D-Limonene SRS | W O Yo
68 3.80 4.00 420 4.40
m/z 66.00 32.61%
93
5000
‘ 79 107 121 136
‘ ‘ 6 ‘ 114‘128‘
0 0 7 A S OO B (U S SO

ABB3316.D28V083026. V5T USGepD6 &8 Eo 500k 1o 1SEvEAL

3.80 Pamge:420 4.40
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083116.D

Acq On :31Aug 2016 8:20 pm
Operator : CLR
Sample :16H2050-01

Misc  :1S=75216

ALS Vial

: 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Concentration Rank 5

Peak Number 4 n-Decanoic acid

R.T. EstConc Area Relative to ISTD

6.311 9.74ug/ml 329637

Hit# of 5 Tentative ID MW MolForm

CAS#

Acenaphthene-d10

Qual

1 n-Decanoic acid
2 n-Decanoic acid
3 n-Decanoic acid
4 Undecanoic acid
5 Undecanoic acid

172 C10H2002
172 C10H2002
172 C10H2002
186 C11H2202
186 C11H2202

000334-48-5 91
000334-48-5 78
000334-48-5 74
000112-37-8 64
000112-37-8 64

7.144

Abundance Scan 1645 (6.311 min): A083116.D\data.ms (-1634) (-) m/z 73.00 100.00%
73
5000
41 57 129
AT e
115 6.00 620 6.40 6.60
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60
41
5000 129 \\\‘\\\\‘\\\\‘\\\\‘\\\\
6.00 6.20 6.40 6.60
87 m/z 71.05 36.02%
27 115
101 143 172
AR O 1 AN O . A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60
41 \\\‘\\\\‘\\\\‘\\\\‘\\\\
6.00 6.20 6.40 6.60
5000 m/z 41.05 30.20%
129
27
87
101115 qa3 172
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #37495: n-Decanoic acid sty e s
60 6.00 620 6.40 6.60
m/z 56.95 29.88%
41
5000
129
T
115 172
101 143
0 ‘ Il ‘!Hmm” T A W

A83+16.D %0830)1&3M 'IBﬂ)e Sep G)ﬁ)134439 &8 2(BD6 200 220 SMDAl

B B B e e R
6.00 %@EZG%O 6.60
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083116.D

Acq On :31Aug 2016 8:20 pm
Operator : CLR

Sample :16H2050-01

Misc  :1S=75216

ALS Vial : 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *%

*

*

*%

*% *%

*% *%

Peak Number 5 2-Naphthalenecarboxaldehyde

*%

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.

7.294 3.20ug/ml 108143 Acenaphthene-d10
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Naphthalenecarboxaldehyde 156 C11H80O

2 2-Naphthalenecarboxaldehyde 156 C11H80O

3 1-Naphthalenecarboxaldehyde 156 C11H80O

4 7-Oxo0-7H-benzocycloheptene-6-car...
5 1-Naphthalenecarboxaldehyde

200 C12H80O3

156 C11H80O

*%

000066-99-9 91
000066-99-9 86
000066-77-3 60
004900-69-0 58
000066-77-3 52

Abundance Scan 1991 (7.294 min): A083116.D\data.ms (-1958) (-) m/z 155.00 100.00%
127 145
5000 A /\ /L
170
7 101 115 \M\A\\\M\\\‘\\\\‘\AA\
‘ ‘ 139 ‘ 7.00 7.20 740 7.60
0 ““““H““\“““ ‘ ‘ \‘ ‘ ‘”“H\‘\‘\MM‘\“\\ H“\ “\\H\“M\‘I‘;E%\ m/z 156.00 98.60%
m/z--> 20 100 120 140 160 180
Abundance
127 155 /[\
5000 \\\‘\\\\‘\\\\‘\\/{\\/\T‘\\\\
7.00 7.20 7.40 7.60
m/z 127.00 91.38%
51 63 77 101
ol 14 29 40 89 | 112 139
S S R A A
m/z--> 20 80 100 120 140 160 180
Abundance
127 156
LN WAV.ISITOA
7.00 7.20 740 7.60
5000 m/z 127.95 90.98%
51 63 77T 401
0 27 39 89 113 139
L ‘ L ‘ T T ‘ L ‘ T T ‘ T 1T ‘ T T ‘ L ‘ T 1T ‘ T 1T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27274: 1-Naphthalenecarboxaldehyde
128 156 7.00 7.20 7.40 7.60
m/z 88.95 41.22%
5000
77
ABB3116. D S\/10830]46 M Taoe Sem 06 1(3149“% 20143) 160 SMDAl 7.00 Pape: 840 7.60
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083116.D

Acq On :31Aug 2016 8:20 pm
Operator : CLR

Sample :16H2050-01

Misc  :1S=75216

ALS Vial : 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 6 9H-Fluoren-9-ol Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.

7.144

m/z 181.00 100.00%

A A apdVh,

A
L L A A L R L

7.60 7.80 8.00 8.20
m/z 182.00 96.12%

Al

760 780 8.00 8.20
m/z 76.00 29.08%

il

7.60 7.80 8.00 8.20
m/z 151.95 22.58%

e

7.60 7.80 8.00 8.20
m/z 90.90 13.38%

7931 4.18ug/ml 141329 Acenaphthene-d10
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9H-Fluoren-9-ol 182 C13H100 001689-64-1 86
2 [1,1'-Biphenyl]-4-carboxaldehyde 182 C13H100 003218-36-8 86
3 9H-Fluoren-9-ol 182 C13H100 001689-64-1 78
4 9H-Fluoren-9-ol 182 C13H100 001689-64-1 72
5 3-(2-Naphthyl)acrylaldehyde 182 C13H100 020884-05-3 64
Abundance Scan 2215 (7.931 min): A083116.D\data.ms (-2210) (-)
181
5000
e 152
126
O \\‘\\\\3“9\\\\““ MH“‘ m‘\ 102113139169\1‘200
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
181
5000
152
165
ol 18 39 51 63 76 90 101 115126 139
L S R S L N A A I L S
m/z—> 20 40 60 80 100 120 140 160 180 200
Abundance
182
5000
152
76
o 27 39 51 63 90 102 115127139 165
m/z--> 2‘0 4‘0 6‘0 8‘0 160 150 14‘10 1é0 1é0 260
Abundance #44602: 9H-Fluoren-9-ol
181
5000
152
76 165
27 39 51 8 | ot 102 115120 139 || L

A

0
A83+16.D 820083@(16 I\/Bﬂ'ue ﬁep 061(13 49059 ‘2(016 160 180SVERAl

7.60 Pagesdo 8.20

Page 17 of 81



Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083116.D

Acq On :31Aug 2016 8:20 pm
Operator : CLR

Sample :16H2050-01

Misc  :1S=75216

ALS Vial : 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 7 Heptadecane, 2,6,10,15-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

8.243 6.18 ug/ml 201618 Phenanthrene-d10
Hit# of 5 Tentative ID MW MolForm CAS# Qual

8.775

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
2 Sulfurous acid, pentadecyl penty... 362 C20H4203S  1000309-14-8 59

3 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 59
4 Pentadecane 212 C15H32 000629-62-9 58

5 Sulfurous acid, nonyl pentyl ester 278 C14H3003S  1000309-14-2 50

Abundance Scan 2325 (8.243 min): A083116.D\data.ms (-2320) (-)
71

43
5000

m/z 71.10 100.00%

-

127
‘\_uw\ L 195172 196 214 240

8.00 8.20 8.40 8.60
m/z 57.05 97.40%

0\‘\\\\“\\\\“\“\\\‘\\ ‘\H\‘HHMH\‘HH‘”HH‘\H\‘HH“HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
5000 85 \\\\‘\\\\‘\\\\‘\\\\‘\\\
8.00 8.20 8.40 8.60
41 m/z 43.00 55.94%
113
0 141 183 211 239 267 296
T T T T T T T T T T [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
71
T T T T T T T T
43 8.00 8.20 8.40 8.60
5000 m/z 85.10 54.23%
97
0 27 113 141 182 211 245263
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #46170: Nonane, 5-(2-methylpropyl)- oud Sl ottt l U
5 8.00 8.20 840 8.60
m/z 41.05 27.27%
85
5000
4
126
2 ‘ ‘ ‘ 154
o‘%w““w“‘ B —

AB831+16.>GEVAB360.680 Toe S8p186 1R5EO2R02B 240 260 SVOIVD

8.00°ag20 1840 8.60
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083116.D

Acq On :31Aug 2016 8:20 pm
Operator : CLR
Sample :16H2050-01

Misc  :1S=75216
ALS Vial : 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *% *% *% *% *% *% *% *% *%

Peak Number 8 9H-Fluoren-9-one

R.T. EstConc Area

8.562 7.41ug/ml 241816

Hit# of 5 Tentative ID

Relative to ISTD R.T.

MW MolForm CAS#

Concentration Rank 9

Phenanthrene-d10

Qual

1 9H-Fluoren-9-one 180 C13H80
2 9H-Fluoren-9-one 180 C13H80O
3 9H-Fluoren-9-one 180 C13H80
4 9H-Fluoren-9-one 180 C13H80O

5 Benzolh]cinnoline

180 C12H8N2

000486-25-9 96
000486-25-9 95
000486-25-9 94
000486-25-9 91
000230-31-9 80

Abundance Scan 2437 (8.562 min): A083116.D\data.ms (-2432) (-)
180
5000 152
76
87 98 12
0 ‘ 1T \3‘9\\5‘(‘\) \‘ “‘\ \‘\H\ ‘ \‘H\‘\ \Hi‘\ 1T ‘ \M\ T 141 ?\64\.\ \‘ ‘\ T \1\9‘8\2\1\0\ ‘
m/z--> 20 80 100 120 140 160 180 200
Abundance
180
5000
152
63 76 126
0 39 50 87 98 111 137 163
L S B S e e L L I o B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
180
5000 152
63 76
27 39 50 87 98 144 126
0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance

5000

#43215: 9H-Fluoren-9-one
180

152

76
27 3950 8 | 90 102113126 I} |

AB831+16. DZGSVOSGOl&M Tuwe Sem@G 13650:09201® 180 SUOAL

8.775

m/z 180.00 100.00%

a

8.20 8.40 8.60 8.80
m/z 152.00 45.35%

8.20 8.40 8.60 8.80
m/z 76.00 31.77%

8.20 8.40 8.60 8.80
m/z 150.95 24.63%

8.20 8.40 8.60 8.80
m/z 62.95 15.16%

8.20 8Rage:a&bl 8.80
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083116.D

Acq On :31Aug 2016 8:20 pm
Operator : CLR

Sample :16H2050-01

Misc  :1S=75216

ALS Vial : 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *% *% *% *% *% *% *% *% *%

Peak Number 9 Dibenzothiophene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

8.658 3.76 ug/ml 122597 Phenanthrene-d10 8.775
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 93
2 Dibenzothiophene 184 C12H8S 000132-65-0 90
3 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 87
4 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 87
5 Dibenzothiophene 184 C12H8S 000132-65-0 74
Abundance Scan 2471 (8.658 min): A083116.D\data.ms (-2467) (-) m/z 184.00 100.00%
184
5000 JL
139
152 196 840 860 8.80 9.00
O T \3‘9\\5(\)\ ‘6"%\ \H\ “ \‘\“‘\‘ \“ T \1\"]\3‘1\2\6\ \“ f \‘! t T \1\6\9\‘ ‘” T \‘ T \2\1\0\ m/Z 139'00 17'84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
184
5000

8.40 8.60 8.80 9.00
m/z 91.95 16.48%

139

92
o 18 39 5163 79 113126 192 469
SE: B LN AP MOOY NS - - 0 MOV |- M N—
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
184
SNSRI N L SS—
840 860 880 9.00
5000 miz 185.00 13.42%
139
92
. 39 51 63 9 13126 22
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #46037: Azuleno(2,1-b)thiophene STV L e—
184 8.40 860 880 9.00
m/z 152.00 11.30%
5000
79 oo 139
45 63 | | 114126 | 169 |
SN TN O NSO 0 Y W - M N BSOS A VY | BN
ABE2316.D SHOBIALE MoTucsBep 06 13BD-0BIR0180 180 SWOAL 8.4Page; BB0 9.00 Page 20 of 81



Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083116.D

Acq On :31Aug 2016 8:20 pm
Operator : CLR

Sample :16H2050-01

Misc  :1S=75216

ALS Vial : 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *% *% *% *% *% *% *% *% *%

Peak Number 10 1,2-Acenaphthylenedione Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

9.170 6.19 ug/ml 202219 Phenanthrene-d10 8.775
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Acenaphthylenedione 182 C12H602 000082-86-0 97
2 1,2-Acenaphthylenedione 182 C12H602 000082-86-0 94
3 1H-Benz][flindene-1,2,3-trione 210 C13H603 020927-01-9 93
4 1,2-Acenaphthylenedione 182 C12H602 000082-86-0 91
5 1H-Benz[f]indene-1,3(2H)-dione, ... 228 C13H804 038627-57-5 40
Abundance Scan 2651 (9.170 min): A083116.D\data.ms (-2647) (-) m/z 126.00 100.00%
1‘_
154
5000 182
63
6 ERARSIAAESE NSNS
50 99 8.80 9.00 9.20 9.40 9.60
O+ T \\3‘?\ \“\ T ‘H\ T ‘m \“‘\ 2 “H} \‘\]‘\]2‘ \“\ \1\3‘9\ T \‘\ ‘1\6\6\ T “\ \1\9\5‘ \2\1\0\ T m/Z 154'00 79'66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
126 154
5000 182 \}\‘\\\\‘\\\\‘\\\\‘\\\\‘\
8.80 9.00 9.20 9.40 9.60
24 m/z 181.95 39.65%
50
o 28 62 86 9B, 140
m/z—-> 2‘0 4‘0 6‘0 8‘0 160 12‘0 14‘10 1é0 1éo 260 22‘0
Abundance
126 154
8.80 9.00 9.20 9.40 9.60
5000 182 m/z 63.00 30.16%
74
o, 2638 062 "85 98 111 qag
m/z--> 50 40 65 85 160 150 140 1é0 1é0 260 250
Abundance #64310: 1H-Benz[flindene-1,2,3-trione
126 8.80 9.00 9.20 9.40 9.60
m/z 74.00 25.99%
154
5000
182
63
50 ‘ 76
0 37 |, 9®a1r | 138 194 210
A R LA D L N L A N A A S AL RS A B

A831+16.D S0083016.8DTussGep! 06 1860: 14_0201@ 180 28 OZ0

8.80 9Mage:2139.40 9.60
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Data Path :

Data File :
Acq On
Operator
Sample

Library Search Compound Report

D:\Data\A083116\
A083116.D

: 31 Aug 2016 8:20 pm
: CLR
: 16H2050-01

Misc  :1S=75216

ALS Vial

: 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 11 Anthracene, 1-methyl-
R.T. EstConc Area

Relative to ISTD R.T.

9.303 3.50ug/ml 114192 Phenanthrene-d10
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91

Concentration Rank 17

Abundance Scan 2698 (9.303 min): A083116.D\data.ms (-2693) (-)
192
5000
9 165
o 44 63 gp ‘h 113 139 | | 214 240 270
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
5000
165
o 44 63 gq 96 115 139
I B e B B e A R R R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
5000
83 165
oL1s 39 63 98 115 139
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51396: Anthracene, 2-methyl-
192
5000
96 165
63 81 | 115 139 |

8.775

m/z 192.05 100.00%

NU\

9.00 9.20 9.40 9.60
m/z 191.05 57.34%

I

9.00 9.20 9.40 9.60
m/z 189.00 30.30%

L

9.00 9.20 9.40 9.60
m/z 94.70 17.84%

L,

9.00 9.20 9.40 9.60
m/z 193.00 15.09%

L

AB831+16. D S00880160M el Bep 16 1B 5(61141 QDJZGO 220 24GYEAL

9.00 Pexge:dl4b 9.60
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083116.D

Acq On :31Aug 2016 8:20 pm
Operator : CLR
Sample :16H2050-01

Misc  :1S=75216
ALS Vial : 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 12 1H-Phenalen-1-one Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

9.332 9.05ug/ml 295589 Phenanthrene-d10

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 1H-Phenalen-1-one 180 C13H80 000548-39-0 94
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 89
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 89
4 Benzolc]cinnoline 180 C12H8N2 000230-17-1 83

5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 83

Abundance Scan 2708 (9.332 min): A083116.D\data.ms (-2702) (-)
192
152
5000
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
152
180
5000
76
63
o 28 %0 98 144 126
R I I L B B e R A R RE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
192
5000
82 o5 165
0 18 39 63 115 139152 178
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51412: Phenanthrene, 2-methyl-
192
5000
94 165
27 506376 | 115 139152 | 478,

8.775

m/z 192.10 100.00%

—

9.00 9.20 9.40 9.60
m/z 152.00 71.95%

S

9.00 9.20 9.40 9.60
m/z 180.00 51.18%

%_—

A

9.00 9.20 9.40 9.60
m/z 191.05 48.29%

—

L

9.00 9.20 9.40 9.60
m/z 75.95 32.81%

@

AB831+16. D S0830166k Tae Stp 06203:60:17620160 200 226V®1A1

9.00 Pages.46 9.60
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083116.D

Acq On :31Aug 2016 8:20 pm
Operator : CLR

Sample :16H2050-01

Misc  :1S=75216

ALS Vial : 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%%

Peak Number 13 Phenanthrene, 1-methyl-

*% *% *% *% *% *% *% *%

Concentration Rank 6

*%

R.T. EstConc Area Relative to ISTD R.T.

Phenanthrene-d10

Qual
000832-69-9 80

9.403 9.44 ug/ml 308079

Hit# of 5 Tentative ID MW MolForm CAS#

1 Phenanthrene, 1-methyl- 192 C15H12
2 4H-Cyclopenta[deflphenanthrene 190 C15H10
3 Phenanthrene, 1-methyl- 192 C15H12
4 Phenanthrene, 4-methyl- 192 C15H12
5 1H-Cyclopropa[llphenanthrene,1a,... 192 C15H12

000832-69-9 42
000832-64-4 42

8.775

000203-64-5 49

000949-41-7 42

Abundance Scan 2733 (9.403 min): A083116.D\data.ms (-2728) (-) m/z 192.05 100.00%
192
5000
R ma e TS
9.00 9.20 9.40 9.60 9.80
0f \‘2Q§ﬁ%ﬁug?9%§?\\\ nﬂz 189.05 92'2296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
5000 ‘\\\\‘\\\\‘\\\\‘\/\M\/\\/
9.00 9.20 9.40 9.60 9.80
165 m/z 190.05 82.44%
95
0 39 63 4 115 139
e ————
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
190
SRR LI WL B W7Y 8
9.00 9.20 9.40 9.60 9.80
5000 m/z 191.05 72.02%
94
o 39 6378 | 110 137 163
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 M\/\J\/\f\/
Abundance #51408: Phenanthrene, 1-methyl- SN W Al Wy WAL VL
192 9.00 9.20 9.40 9.60 9.80
m/z 94.50 58.41%
5000
165
30 63 82 96 115 139 ‘\
R e o R e R

AB831+16. D(SV@@S(BDG MOTuE!)Se‘Q@)&AMB 5&)20&00]260 220 246MVBA1

9.00 9.RagANALB.60 9.80 Page 24 of 81



Data Path :

Library Search Compound Report
D:\Data\A083116\

Data File : A083116.D

Acq On :31Aug 2016 8:20 pm
Operator : CLR
Sample :16H2050-01

Misc  :1S=75216

ALS Vial

: 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M

Quant Title

: SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *%

Peak Number 14 9,10-Anthracenedione
R.T. EstConc Area

*% *% *% *% *% *% *%

Relative to ISTD

9.604 14.82 ug/ml

Hit# of 5

483737

Tentative 1D MW MolForm

Phenanthrene-d10

1 9,10-Anthracenedione
2 9,10-Anthracenedione
3 9,10-Anthracenedione

208 C14H802
208 C14H802
208 C14H802

*%

Concentration Rank 3

R.T.
8.775

CAS# Qual

000084-65-1 96
000084-65-1 95
000084-65-1 93

m/z 207.95 100.00%

-

4 Benzolc]cinnoline 180 C12H8N2 000230-17-1 35
5 Benzolh]cinnoline 180 C12H8N2 000230-31-9 25
Abundance Scan 2804 (9.604 min): A083116.D\data.ms (-2794) (-)
208
180
76 152
5000
50 63 101 126
o 3 A ] 130 ‘\ 165 | 193 H | 223 239
\\‘\\\\‘\\\\‘\\\\\\\\\\\\ \\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
152 180 208
5000 76
50 126
63
o 90 404
————— 11—
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
180 208
152
5000 76
50
63 99 126
0 27 104 139 165 193
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62994: 9,10-Anthracenedione
208
180
5000 152
76
50 63 90 126 ‘
bl 0

AB83+16.D QU08ED16M Tee St 062m3 M 23620160 200 23vasd

9.20 9.40 9.60 9.80 10.00
m/z 180.00 84.35%

9.20 9.40 9.60 9.80 10.00
m/z 152.00 75.40%

F

9.20 9.40 9.60 9.80 10.00
m/z 76.00 73.44%

-

9.20 9.40 9.60 9.80 10.00
m/z 204.00 47.36%

:

9.20 9.4a@®x017/.80 10.00
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Data Path :

Data File :
Acq On
Operator
Sample

Library Search Compound Report

D:\Data\A083116\
A083116.D

: 31 Aug 2016 8:20 pm
: CLR
: 16H2050-01

Misc  :1S=75216

ALS Vial : 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Concentration Rank 8

Peak Number 15 1,8-Naphthalic anhydride
R.T. EstConc Area

9.815 8.16 ug/ml 266357

Hit# of 5 Tentative ID

1 1,8-Naphthalic anhydride
2 1,8-Naphthalic anhydride
3 1,8-Naphthalic anhydride
4 1,8-Naphthalic anhydride

198 C12H603
198 C12H603
198 C12H603
198 C12H603

Relative to ISTD R.T.

MW MolForm CAS#

Phenanthrene-d10

Qual

000081-84-5 98
000081-84-5 98
000081-84-5 96
000081-84-5 86

5 Naphtho[1,2-c]furan-1,3-dione

198 C12H603

8.775

005343-99-7 68

Abundance Scan 2878 (9.815 min): A083116.D\data.ms (-2873) (-) m/z 126.00 100.00%
126 154
198
5000
63
R LR Rmaa
39 T 98 9.40 9.60 9.80 10.00 10.20
O \\\‘\\\\‘\\\\‘\\\\‘\“}\\‘m\'\I\’I?“\“\\1\4‘\0\\‘\‘1?\8\1‘8\2\\\“\\\\2‘2\3\\2\3‘8\\\\ m/Z 154.00 99'13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
126 154 198
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
9.40 9.60 9.80 10.00 10.20
63 m/z 197.95 55.65%
o 18 39 77 98
——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
154
126 e e e A
198 9.40 9.60 9.80 10.00 10.20
5000 m/z 63.00 34.67%
63
ol 18 39 7 %8y 170
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55793: 1,8-Naphthalic anhydride AN PR N DA AR L
126 1%4 9.40 9.60 9.80 10.00 10.20
m/z 73.95 30.20%
198
5000
63
0 2] ﬂ | H\ 12| 170 |

A83+16.D S00830166M Tee Slep 02d.3180: 262086 200 2266V@Al

9.40 9.49ags018.00 10.20
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083116.D

Acq On :31Aug 2016 8:20 pm
Operator : CLR

Sample :16H2050-01

Misc  :1S=75216

ALS Vial : 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 16 Cyclopenta(def)phenanthrenone Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.888 4.30ug/ml 140452 Phenanthrene-d10
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclopenta(def)phenanthrenone 204 C15H80
2 [1,1'-Biphenyl]-4,4'-dicarbonitrile 204 C14H8N2
3 4-Phosphacyclopentene, 4-mesityl- 204 C13H17P

8.775

005737-13-3 94

001591-30-6 53

214605-01-3 50
4 N-(4-Chloro-phenyl)-2-(3,4-dihyd... 330 C17H15CIN20S 1000296-34-3 50
5 Propanedinitrile, 2,2'-(2,5-cycl... 204 C12H4N4 001518-16-7 47

Abundance Scan 2904 (9.888 min): A083116.D\data.ms (-2899) (-) m/z 204.00 100.00%
204
5000
88 176
75 \\\‘\\\\‘\\\\‘\\\\‘\\\\
62 ‘ 122 150 9.60 9.80 10.00 10.20
O‘\\\\‘\\\\‘H\\\\‘H\“\\\1“()\2\\\“\\\\‘\\“\\‘\\\H\“\\\\"\\\2‘2\4\.\\‘\\\2\5‘7\ m/2175.95 33'46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
204
5000
176 9.60 9.80 10.00 10.20
88 m/z 88.00 32.63%
0 61 /> | 102 455 %0
T T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
204
9.60 9.80 10.00 10.20
5000 m/z 75.00 16.84%
177
s 50 88102 427 150,
O ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59709: 4-Phosphacyclopentene, 4-mesityl- EAAVERVAN NI U e
204 9.60 9.80 10.00 10.20
m/z 205.00 14.67%
105 135
5000 91
162176
0 ‘%ﬁ‘\ww\»»M N 190 | gl U I
ABB31+16.2EVA8304®6. I\/Bd'ue(ﬁepZDG 11.18150628 mM@OO 220 BVOZEQ 9.60 Page: 1090 10.20
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Data Path :

Data File :
Acq On
Operator
Sample

Library Search Compound Report

D:\Data\A083116\
A083116.D

: 31 Aug 2016 8:20 pm
: CLR
: 16H2050-01

Misc  :1S=75216

ALS Vial

: 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 17 11H-Benzo[a]fluoren-11-one

R.T. EstConc Area Relative to ISTD R.T.

Concentration Rank 13

10.880 4.40ug/ml 223405 Chrysene-d12 11.190
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzola]fluoren-11-one 230 C17H100 000479-79-8 98
2 1-Pyrene-carboxaldehyde 230 C17H100 003029-19-4 80
3 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 74
4 7TH-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 74
5 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 74
Abundance Scan 3253 (10.880 min): A083116.D\data.ms (-3239) (-) m/z 230.05 100.00%
230
5000
101 200
‘ 175 H 10.60 10.80 11.00 11.20
O\\\‘\\\\3“9\\\5\7“\\\“}‘\‘!\\Hl\\\\?%6\\‘\1\5\\2‘\\\”}‘\\\\“\\\\‘\\\\‘2\4-\6\\‘\\\2\‘8\1\\ m/2100.95 2569%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
230
5000 \\\‘\\\\‘\\\\\\\\‘\\\\
10.60 10.80 11.00 11.20
101 200 m/z 199.95 21.42%
0 50 75 122 150 174 215
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
Dol et
10.60 10.80 11.00 11.20
5000 100 m/z 202.00 20.58%
29 59 74 115 434150 174
O\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
m/z--> 2‘0 4b 6‘0 8‘0 160 12‘0 14‘fO 1é0 1é0 260 22‘0 24‘tO 2é0 2é0
Abundance #78770: 7TH-Benz[de]anthracen-7-one AR PSR L YR
230 10.60 10.80 11.00 11.20
m/z 231.05 20.29%
5000 202
101
122 150 174
0 ”“w””‘ “1‘\\\\1“\‘\\\

AB83+16.D S¥08B8016. I\/BG' uEGep0 G40 3t60: 830 2006220 240 28VEBA1

10.60P@g®: A0 11.20
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083116.D

Acq On :31Aug 2016 8:20 pm
Operator : CLR

Sample :16H2050-01

Misc  :1S=75216

ALS Vial : 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 18 5-(4-Ethoxy-phenyl)-2H-pyra... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.

11.392 3.33ug/ml 169094 Chrysene-d12 11.190

Hit# of 5 Tentative ID MW MolForm CAS#

1 5-(4-Ethoxy-phenyl)-2H-pyrazol-3-ol 204 C11H12N202

2 Cyclopenta(def)phenanthrenone 204 C15H80
3 5-(4-Butoxy-phenyl)-2H-[1,2,4]tr... 232 C12H16N40

Qual

1000278-26-8 50
005737-13-3 43
1000317-50-0 30

4 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 30

5 Pyrazol-5-ol, 3-(4-butoxyphenyl)- 232 C13H16N202

1000277-15-6 30

Abundance Scan 3433 (11.392 min): A083116.D\data.ms (-3430) (-) m/z 204.00 100.00%
204

176

——

5000
232
e B S R RA
‘ 258 11.00 11.20 11.40 11.60 11.80
0 ‘\‘\\\‘ \\\‘\\‘\‘\““\\\}“‘\\\\2‘8\2\\\ m/2176'00 79'66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
204
176
119
5000 \\\\‘\\\\‘\\\\ \\\\‘\\
11.00 11.20 11.40 11.60 11.80
m/z 232.00 36.00%
91 147
A I R o R B R R e R R AR
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
204
11.00 11.20 11.40 11.60 11.80
5000 m/z 87.90 29.86%
176
88
0 62 122 150
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79651: 5-(4-Butoxy-phenyl)-2H-[1,2,4]triazol-3-ylamine AR AR SRR
176 11.00 11.20 11.40 11.60 11.80
m/z 174.00 19.56%
5000
120 232
57
S mes w0
O frr e et e e e e e e

A83116.20 SY083016M Tae ©ep1d6 168050884200 1%20 240 2665YEAL 11.00 11R2age:4811.60 11.80
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Data Path :

Library Search Compound Report
D:\Data\A083116\

Data File : A083116.D

Acq On :31Aug 2016 8:20 pm
Operator : CLR
Sample :16H2050-01

Misc  :1S=75216

ALS Vial : 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 19 Benz(A)anthracene-7,12-dione Concentration Rank

R.T. EstConc Area Relative to ISTD R.T.

229405

11.548 4.52 ug/ml

Chrysene-d12

12

11.190

Hit# of 5 Tentative ID

MW MolForm

CAS#

Qual

1 Benz(A)anthracene-7,12-dione
2 5,12-Naphthacenedione

3 Benz(A)anthracene-7,12-dione
4 5,12-Naphthacenedione

5 1,4-Chrysenequinone

258 C18H1002
258 C18H1002
258 C18H1002
258 C18H1002
258 C18H1002

002498-66-0 94
001090-13-7 94
002498-66-0 94
001090-13-7 81
100900-16-1 49

Abundance

Scan 3488 (11.548 min): A083116.D\data.ms (-3483

)

m/z 258.00 100.00%

258
202
5000
11.20 11.40 11.60 11.80
ol 274 295 m/z 201.95 71.82%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
258
5000 \\\\\‘\\\\‘\\\\‘\\\\‘\
202 54, 11.20 11.40 11.60 11.80
101 m/z 199.95 49.20%
oL 18 50 75 129 450 175
S BN ' SR THESNAL el AU | NI US| S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
258
Al b Y s .
202 11.20 11.40 11.60 11.80
5000 m/z 230.10 46.46%
101 230
2 50 [0 126 162
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97587: Benz(A)anthracene-7,12-dione LN L SO ) | S U
258 11.20 11.40 11.60 11.80
m/z 100.95 43.40%
101
5000 202
230
129
BT e |
om_mem_u” SRPISFE KPR RSN RS |G INIUES S e e/ el e )

AB831+16.D 30/083086.MOT ueoSep 06018:‘508)7%0]&0 240 260280A1

11.20 1Page1.82 11.80
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Data Path :

Library Search Compound Report
D:\Data\A083116\

Data File : A083116.D

Acq On
Operator
Sample

: 31 Aug 2016 8:20 pm
: CLR
: 16H2050-01

Misc  :1S=75216

ALS Vial

: 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M

Quant Title

: SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 20 2-Nitrofluoranthene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

11.591 11.26 ug/mi 571728 Chrysene-d12 11.190
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Nitrofluoranthene 247 C16H9NO2 013177-29-2 95
2 1-Nitrofluoranthene 247 C16HI9NO2 013177-28-1 95
3 1-Nitropyrene 247 C16H9NO2 005522-43-0 95
4 1-Nitropyrene 247 C16HINO2 005522-43-0 94
5 1-Nitropyrene 247 C16H9NO2 005522-43-0 93
Abundance Scan 3503 (11.590 min): A083116.D\data.ms (-3500) (-) m/z 201.00 100.00%
201
247
5000 217
11.20 11.40 11.60 11.80 12.00
| ik Ll 273291 iz 200.00 '66.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
201 247
5000 ‘\\\\‘\\\\‘\\\\\\\\‘\\
100 11.20 11.40 11.60 11.80 12.00
m/z 247.00 65.74%
51 74 122 150 174 217
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
201 247
100 11.20 11.40 11.60 11.80 12.00
5000 m/z 189.00 53.50%
, 50 75 122 150 174 217
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89976: 1-Nitropyrene A Y
201 047 11120 11.40 1160 11.80 12.00
m/z 217.00 50.56%
5000 217
100
30 51 74, | 122 150 174 J— /
APBRE16.D S/ORBOAD MOTaeSep BEIBGOMOA0TRD 240 J60DUOAL 11,20 11Rage'sBA 1 50 12,00
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Tentatively Identified Compound (LSC) summary

Data Path : D:\Data\A083116\
Data File : A083116.D

Acqg On :31 Aug 2016 8:20 pm
Operator : CLR

Sample : 16H2050-01

Misc  :1S=75216

ALS Vial : 15 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

[--Internal Standard---|
TIC Top Hitname  RT EstConc Units Response |[# RT Resp Conc|

Ethanol, 2,2"-0... 3.552 37.1 ug/ml 654421 1 3.987 705951 40.0
Benzaldehyde 3.586 3.2 ug/ml 56338 1 3.987 705951 40.0
Limonene 4,103 14.8 ug/ml 261708 1 3.987 705951 40.0
n-Decanoic acid 6.311 9.7 ug/ml 329637 3 7.144 1353650 40.0
2-Naphthaleneca... 7.294 3.2 ug/ml 108143 3 7.144 1353650 40.0
9H-Fluoren-9-ol  7.931 4.2 ug/ml 141329 3 7.144 1353650 40.0
Heptadecane, 2,... 8.243 6.2 ug/ml 201618 4 8.775 1305870 40.0
9H-Fluoren-9-one 8.562 7.4 ug/ml 241816 4 8.775 1305870 40.0
Dibenzothiophene 8.658 3.8 ug/ml 122597 4 8.775 1305870 40.0
1,2-Acenaphthyl... 9.170 6.2 ug/ml 202219 4 8.775 1305870 40.0
Anthracene, 1-m... 9.303 3.5 ug/ml 114192 4 8.775 1305870 40.0
1H-Phenalen-1-one 9.332 9.1 ug/ml 295589 4 8.775 1305870 40.0
Phenanthrene, 1... 9.403 9.4 ug/ml 308079 4 8.775 1305870 40.0
9,10-Anthracene... 9.604 14.8 ug/ml 483737 4 8.775 1305870 40.0
1,8-Naphthalic ... 9.815 8.2 ug/ml 266357 4 8.775 1305870 40.0
Cyclopenta(def)... 9.888 4.3 ug/ml 140452 4 8.775 1305870 40.0
11H-Benzo[a]flu... 10.880 4.4 ug/ml 223405 5 11.190 2030360 40.0
5-(4-Ethoxy-phe... 11.392 3.3 ug/ml 169094 5 11.190 2030360 40.0
Benz(A)anthrace... 11.548 4.5 ug/ml 229405 5 11.190 2030360 40.0
2-Nitrofluorant... 11.591 11.3 ug/ml 571728 5 11.190 2030360 40.0

A083116.D SV083016.M Tue Sep 06 13:50:40 2016 SVOA1

Page: 24
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LSC Area Percent Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acqg On :31 Aug 2016 8:45pm
Operator : CLR

Sample :16H2050-02

Misc  :1S=75216

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : 0.5 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : C:\msdchem\1\METHODS\SV083016.M
Title : SVOA#1 BNA Quantitation

Signal : TIC: A083117.D\data.ms

peak R.T.first max last PK peak corr. corr. % of
# min scanscanscan TY height area % max. total
1.731 30 33 171rVvV 33294 101347 3.07% 0.245%
2.134 171 175 193rVV 63265 46336 1.40% 0.112%
2.197 193 197 214rvVvB 80586 56859 1.72% 0.138%
2.864 425 432 447 rVB 2643697 1829606 55.41% 4.428%
3.049 489 497 505rBV3 67771 55755 1.69% 0.135%

3.245 561 566 576 rBV 144818 108711 3.29% 0.263%
3.586 660 686 699 rBV 959444 1944393 58.89% 4.706%
3.651 699 709 725rVB 2200193 2157626 65.34% 5.222%
3.768 742 750 763 rVB2 35167 54207 1.64% 0.131%
3.856 777 781 791rVvB4 39676 35237 1.07% 0.085%

Boo~vwo vrwne

3.987 820 827 835rBV 909536 658417 19.94% 1.593%
4,103 862 868 894 rVB4 64917 69407 2.10% 0.168%
4.220 904 909 931rvB5 35087 43336 1.31% 0.105%
4518 1005 1014 1022 rBV 1282553 974342 29.51% 2.358%
4961 116111701177 rBV 34448 36015 1.09% 0.087%

RPRRRR
OhwNE

5.254 1256 1273 1276 rBV 1161902 936183 28.35% 2.266%
5.277 1276 1281 1294 rVB 1527753 1176486 35.63% 2.847%
5.433 1331 1336 1352 rBV 45402 61383 1.86% 0.149%
5.629 1399 1405 1434 rBV8 56496 96749 2.93% 0.234%
5.851 1477 1483 1492 rvB3 88159 76312 2.31% 0.185%

N ol el
QOWO~NO®

5.953 1514 1519 1535rVB5 40543 43920 1.33% 0.106%
6.015 1535 1541 1553 rVB 314059 242618 7.35% 0.587%
6.067 1553 1559 1572 rBV8 23996 35907 1.09% 0.087%
6.118 1572 1577 1586 rVB 176650 143088 4.33% 0.346%
6.325 1635 1650 1679 rBV 559070 808284 24.48% 1.956%

NNNNDN
O WNEF

6.428 1679 1686 1717 rVB 2115094 1646773 49.87% 3.985%
6.530 1717 1722 1732 rVB2 135853 109381 3.31% 0.265%
6.575 17321738 1752 rBV2 78106 80154 2.43% 0.194%
6.629 1752 1757 1765 rBV2 49834 49929 1.51% 0.121%
6.697 1776 1781 1789 rBv4 77229 110714 3.35% 0.268%

WNNNN
QUOOO~NO®

6.734 1789 1794 1805 rBV2 119346 83057 2.52% 0.201%
6.783 1805 1811 1817 rBV4 144585 147920 4.48% 0.358%
6.908 1851 1855 1877 rvB5 88220 155356 4.70% 0.376%
6.987 1877 1883 1932 rBV4 131082 228686 6.93% 0.553%
7.146 1932 1939 1958 rVB 1455029 1325250 40.13% 3.207%

wWwww
WN -

ww
a b

7.217 1958 1964 1981 rVB3 74437 74945 2.27% 0.181%
7.294 1981 1991 1995 rBV8 96002 131975 4.00% 0.319%
7.314 19951998 2012 rVB5 97547 78960 2.39% 0.191%
7.371 2012 2018 2035 rBV 476750 465608 14.10% 1.127%

WwWwww
©O©oo~NO®

A083117.D SV083016.M Tue Sep 06 13:50:48 2016 SVOA1 Page:
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LSC Area Percent Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acqg On :31 Aug 2016 8:45pm
Operator : CLR

Sample :16H2050-02

Misc  :1S=75216

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : 0.5 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : C:\msdchem\1\METHODS\SV083016.M
Title : SVOA#1 BNA Quantitation

40 7.462 2046 2050 2075 rvVB4 108240 101038 3.06% 0.245%

41 7.718 2135 2140 2145rBV 170524 142206 4.31% 0.344%
42 7.749 21452151 2165rVB 319061 300766 9.11% 0.728%
43 7.797 2165 2168 2211 rBV 41573 154790 4.69% 0.375%
44 7.933 2211 2216 2236 rBV5 139038 218550 6.62% 0.529%
45 8.013 2236 2244 2320 rVB2 2156396 2006828 60.78% 4.857%

46 8.243 2320 2325 2359 rBV2 237500 424471 12.85% 1.027%
47 8.385 2359 2375 2432 rBV2 92955 337693 10.23% 0.817%
48 8.564 2432 2438 2458 rVB 444801 448318 13.58% 1.085%
49 8.635 2458 2463 2467 rBV3 98227 97275 2.95% 0.235%
50 8.658 2467 2471 2496 rVvB 192856 154921 4.69% 0.375%

51 8.743 2496 2501 2506 rBV 231624 190826 5.78% 0.462%
52 8.775 2506 2512 2517 rBV 1359747 1249741 37.85% 3.025%
53 8.803 2517 2522 2648 rvV 3179279 1506109 45.61% 3.645%
54 9.175 2648 2653 2657 rVB 483366 342779 10.38% 0.830%
55 9.303 2694 2698 2703 rVvB 284607 222160 6.73% 0.538%

56 9.334 2703 2709 2729 rVB4 616762 572966 17.35% 1.387%
57 9.402 2729 2733 2795 rBv4 318970 624881 18.92% 1.512%
58 9.607 2795 2805 2847 rBV3 725482 805700 24.40% 1.950%
59 9.735 2847 2850 2874 rBV5 87424 116783 3.54% 0.283%

60 9.820 2874 2880 2902 rBV2 493801 589706 17.86% 1.427%

61 9.888 2902 2904 2921 rVB 299576 228008 6.91% 0.552%
62 9.965 2921 2931 2938 rBV 3116671 2484968 75.26% 6.014%
63 9.996 2938 2942 2971 rBV8 136708 199042 6.03% 0.482%
64 10.090 2971 2975 2989 rVB5 135539 92432 2.80% 0.224%
65 10.141 2989 2993 2994 rBV3 105348 69571 2.11% 0.168%

66 10.155 2994 2998 3004 rVB 524617 390674 11.83% 0.945%
67 10.184 3004 3008 3014 rBV2 152864 90826 2.75% 0.220%

68 10.209 3014 3017 3036 rVB2 153463 122490 3.71% 0.296%
69 10.275 3036 3040 3050 rBV2 268223 216882 6.57% 0.525%
70 10.320 3050 3056 3067 rBV 2517355 1904338 57.67% 4.609%

71 10.434 3067 3096 3144 rBV8 111523 325841 9.87% 0.789%
72 10.863 3240 3247 3250 rBV3 118920 151585 4.59% 0.367%
73 10.880 3250 3253 3282 rVV 234327 48200 1.46% 0.117%

74 10.974 3282 3286 3292 rvB2 230038 167790 5.08% 0.406%
75 11.014 3292 3300 3312 rBV5 204530 320578 9.71% 0.776%

76 11.056 3312 33153354 rVB3 171813 131719 3.99% 0.319%
77 11.187 3354 3361 3398 rVB2 1629378 2205975 66.81% 5.339%
78 11.303 3398 3402 3430 rBV2 169716 109289 3.31% 0.264%
79 11.397 3430 3435 3483 rVB8 176950 242567 7.35% 0.587%
80 11.548 3483 3488 3499 rBV2 352586 307132 9.30% 0.743%

81 11.593 3499 3504 3652 rVB7 364604 367828 11.14% 0.890%

A083117.D SV083016.M Tue Sep 06 13:50:48 2016 SVOA1 Page:

Page 34 of 81



LSC Area Percent Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acqg On :31 Aug 2016 8:45pm
Operator : CLR

Sample :16H2050-02

Misc  :1S=75216

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : 0.5 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : C:\msdchem\1\METHODS\SV083016.M
Title : SVOA#1 BNA Quantitation

82 12.031 3652 3658 3675 rBV 508285 599133 18.14% 1.450%
83 12.235 3726 3730 3753 rvB2 178968 151541 4.59% 0.367%
84 12.321 3753 3760 4410 rvB2 1395650 3302003 100.00% 7.991%

Sum of corrected areas: 41320151

A083117.D SV083016.M Tue Sep 06 13:50:48 2016 SVOA1

Page: 3
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LSC Report - Integrated Chromatogram

Data Path : D:\Data\A083116\
Data File : A083117.D

Acq On :31Aug 2016 8:45pm
Operator : CLR

Sample :16H2050-02

Misc  :1S=75216

ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

Abundance

3000000
2500000
2000000
1500000
1000000

500000
1.731 2.?3P7

2.864

3049 3-245

TIC: A083117.D\data.ms

3.651

5.277

4.518 5,954

3.5 3.987

3.786856 || 4.108220 4.961 5.433 5.629

Time--> 1.80 2.00 220 240 260 280 3.00 3.20 3.40 3.60 3.80 4.00 420 440 460 4.80 5.00 520 5.40 5.60

Abundance

3000000

2500000

6.428
2000000

1500000

1000000

6.325
500000

sl | eer

7.146

559087

TIC: A083117.D\data.ms
8.803 9.9¢

8.013

8.7[r5

N o~ - N - J
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 6.00 6.20 640 6.60 6.80 7.00 7.20 740 7.60 7.80 8.00 820 840 8.60 8.80 9.00 9.20 9.40 9.60 9.80

Abundance

3000000
10.320
2500000
2000000

1500000

1000000

500000I

11.187

115493

1./:{0):&597 M

TIC: A083117.D\data.ms

12.321

12.031
12.23

Time--> 1000 10.20 1040 10.60 1080 11.00 11. 20 11.40 11.60 11.80 12.00 1220 12.40 1260 12.80 1300 13.20 1340 13.60 13.80 14.00

A083117.D SV083016.M Tue Sep 06 13:50:51 2016
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acq On :31Aug 2016 8:45pm
Operator : CLR

Sample :16H2050-02

Misc  :1S=75216

ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *% *% *% *% *% *% *% *% *%

Peak Number 1 Trichloroethylene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

1.731 6.16 ug/ml 101347 1,4-Dichlorobenzene-d4  3.987
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Trichloroethylene 130 C2HCI3 000079-01-6 90

2 Trichloroethylene 130 C2HCI3 000079-01-6 70

3 Bis(chloromethyl) sulfide 130 C2H4CI2Ss 003592-44-7 47

4 2-Fluoro-5-chloropyrimidine 132 C4H2CIFN2  062802-37-3 38
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2  051422-00-5 18

Abundance Scan 33 (1.731 min): A083117.D\data.ms (-30) (-) m/z 94.85 100.00%
95

130

5000 60

A e S

1.70 1.80 1.90 2.00 2.10

0\\\‘\\\\‘\\\\‘\\\\‘\\\‘}“‘\\\\“‘\\\1‘\\\\“\‘\‘\‘\“\‘\‘\‘\“\\\\‘\\\\‘\\\\“\‘\\\‘\\\ m/2129.90 65'44%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95 130
60
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
35 1.70 1.80 1.90 2.00 2.10
25 47 m/z 131.80 63.47%
. 12 o 82
SN N N A MBI IS r SR |11 BB 1 N——
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95 130
A S A
1.70 1.80 1.90 2.00 2.10
5000 m/z 96.90 58.09%
60
25 47
; 35 0 82
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12720: Bis(chloromethyl) sulfide "‘/‘L“HHWHWH‘MW
95 1.70 1.80 1.90 2.00 2.10
m/z 59.90 46.01%
5000
45
130
14 28 36 59 g7 &1 ‘ ka
L N 11 -1 A N | | ““‘ “Hﬁu‘HHMHHWHWM‘

ABE3217.D SWOSB01RMATUSSEp006/A 3 HD:H0 2006110 120 1SVGAL  1.70 1.8Pag®: 500 2.10 Page 37 of 81



Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acq On :31Aug 2016 8:45pm
Operator : CLR
Sample :16H2050-02

Misc  :1S=75216
ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *% *% *% *% *% *% *% *% *%

Peak Number 2 Ethane, 1,1,2,2-tetrachloro- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.

3.245 6.60ug/ml 108711 1,4-Dichlorobenzene-d4  3.987
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethane, 1,1,2,2-tetrachloro- 166 C2H2Cl4 000079-34-5 94

2 Ethane, 1,1,2-trichloro-2-fluoro- 150 C2H2CI3F

3 Ethane, 1,1,2,2-tetrachloro- 166 C2H2Cl4 000079-34-5 60
4 Methane, bromodichloro- 162 CHBrCI2 000075-27-4 59
5 Trichloromethane 118 CHCI3 000067-66-3 59

000359-28-4 64

Abundance Scan 566 (3.245 min): A083117.D\data.ms (-561) (-) m/z 82.85 100.00%
83
5000
R e R
95 133 168 3.00 3.20 3.40 3.60
0\\\\‘\\\3\‘7‘\4‘17\\”“\\7(\)\‘}‘\\‘k““\\112\‘\\‘\‘\‘\\\\‘\‘1\\‘ m/Z 84'90 64'08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
83
5000 \A\\\‘\\\\‘\\\\‘\\\\‘\\\
3.00 3.20 3.40 3.60
m/z 94.90 12.40%
61 95 131
ol 13 26 36 47 72 117 168
e T e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
83
et e
3.00 3.20 3.40 3.60
5000 m/z 86.90 11.19%
67
45 95 150
0 25 35 57 105115
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33588: Ethane, 1,1,2,2-tetrachloro- u ‘]\M VS WUV
83 3.00 320 340 3.60
m/z 60.00 9.94%
5000
60 131 168
26 47
13 37 1,70 \H\ IL. 1 A 4

AB83+17.D SVQGSOl@IM TueoSep &6 13150 5712016 140  168VO#&D

" i
T T T P

3.00°a3yE .40 3.60
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acq On :31Aug 2016 8:45pm
Operator : CLR
Sample :16H2050-02

Misc  :1S=75216
ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *% *% *% *% *% *% *% *% *%

Peak Number 3 Ethanol, 2,2'-oxybis-

R.T. EstConc Area Relative to ISTD R.T.

3.586 118.13 ug/ml 1944390

Hit# of 5 Tentative ID MW MolForm CAS# Qual

Concentration Rank 1

1,4-Dichlorobenzene-d4

3.987

1 Ethanol, 2,2'-oxybis-
2 Ethanol, 2,2'-oxybis-
3 Ethanol, 2,2'-oxybis-
4 Ethanol, 2,2'-oxybis-
5 2-Butanol, 3-methyl-, (S)-

106 C4H1003
106 C4H1003
106 C4H1003
106 C4H1003

88 C5H120

000111-46-6 83
000111-46-6 74
000111-46-6 45
000111-46-6 43
001517-66-4 37

Abundance Scan 686 (3.586 min): A083117.D\data.ms (-660) (-) m/z 45.00 100.00%
45
5000 75 /\\
o A B e e
3.20 3.40 3.60 3.80 4.00
0H\‘HH‘\\H‘\\3\6\HH\1‘\‘\\\5\‘8‘\9\5\‘\\\‘\‘\\\8\8‘\9\5\‘\1\‘015\‘\\\1\2‘9\\\ m/Z 75'00 50'55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\
3.20 3.40 3.60 3.80 4.00
75 m/z 76.00 25.42%
31
o 19 58 88 107
I e o e LA B s e e e R AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
o I e S
3.20 3.40 3.60 3.80 4.00
5000 m/z 43.00 13.12%
75
31
0 19 58 88
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4853: Ethanol, 2,2'-oxybis- SRS SN 1 U W S
45 3.20 3.40 3.60 3.80 4.00
m/z 43.95 10.84%
5000
75
31
15 58 88
) S 1. S |- N

AB833+17.D SN08201&M Tate Swp O 13761:(0 20106 100 110SVDAL

3.20 3P@agesd 3.80 4.00
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acq On :31Aug 2016 8:45pm
Operator : CLR
Sample :16H2050-02

Misc  :1S=75216
ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *% *% *% *% *% *% *% *% *%

Peak Number 4 n-Decanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

6.325 24.40 ug/ml 808284 Acenaphthene-d10

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 n-Decanoic acid

2 Heptanoic acid
3 Heptanoic acid

4 n-Decanoic acid

5 Hexanoic acid

172 C10H2002
130 C7H1402
130 C7H1402
172 C10H2002
116 C6H1202

000334-48-5 78
000111-14-8 53
000111-14-8 53

000334-48-5 52
000142-62-1 52

7.146

Abundance Scan 1650 (6.325 min): A083117.D\data.ms (-1635) (-) m/z 72.95 100.00%
60 73
5000
41
129
87 A ma e
101 115 ‘ 143 6.00 6.20 6.40 6.60
O \\\‘\\\\‘i‘\‘\\”l“‘\ }‘\‘M‘\\\H“\\‘1‘\‘\\\\‘\\1\5\5‘\;'\72\‘\\\1\9‘8\ m/Z 59'95 83.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
5000 41 \\‘\\\\‘\\\\‘\\\\‘\\\\
129 6.00 6.20 6.40 6.60
29 m/z 71.05 37.57%
7
115
oL 18 101 143 155 172
———
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60
6.00 6.20 6.40 6.60
43
oL 18 107413 130
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12999: Heptanoic acid "“”TJ}“\”‘”‘“‘ SV SES
o0 6.00 620 6.40 6.60
m/z 54.95 28.64%
5000 73
41
87
101
ol 15 H I m |l ‘ [ 113 130

AB83+17.D 8\20830416 M due S#p OGOIB 51203 2006 160 186VQAd

6.00 Eagea 0 6.60
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acq On :31Aug 2016 8:45pm
Operator : CLR

Sample :16H2050-02

Misc  :1S=75216

ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.

Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

M

*%% *% *% *% *% *% *% *% *%

Peak Number 5 [1,1'-Biphenyl]-4-carboxald...

R.T. EstConc Area Relative to ISTD

7.933 6.60ug/ml 218550

Hit# of 5 Tentative ID MW MolForm

1 [1,1'-Biphenyl]-4-carboxaldehyde 182 C13H100
2 Dibenzofuran, 4-methyl- 182 C13H100
3 9H-Fluoren-9-ol 182 C13H100

4 2,4,6-Cycloheptatrien-1-one, 2-p... 182 C13H100
5 3-(2-Naphthyl)acrylaldehyde 182 C13H100

*%

Concentration Rank 15

R.T.

Acenaphthene-d10
CAS# Qual

7.146

003218-36-8 90

007320-53-8 90

001689-64-1 90

014562-09-5 83
020884-05-3 78

Abundance Scan 2216 (7.933 min): A083117.D\data.ms (-2211) (-) m/z 182.05 100.00%
182
5000
76 152
, 63 91 12 ‘ 7.60 7.80 8.00 8.20
O TT ‘ T 1T \3‘9\ \5“\ \ “H T ‘ \Hh\ ‘\ \“‘\ \1\1\4.‘ T \7\ T ‘ T \‘\‘\ ‘1\6\5\ T “} T T T ‘ TT \2\1‘9\ T m/Z 180.95 94'78%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
182
5000
152 7.60 7.80 8.00 8.20
m/z 75.95 27.23%
76
ol 2739 51 63 90 102115127439 || 165
SR LGS oA NS M Aol AL &S00 L B I
miz—-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
182
D e N RN
7.60 7.80 8.00 8.20
5000 m/z 152.00 23.08%
152
76
63 91
0 39 51 103115127139 | 165
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160 180 200 220 M
Abundance #44600: 9H-Fluoren-9-ol AWAIWL ALV TR L
181 7.60 7.80 8.00 8.20
m/z 182.95 14.29%
5000
152
165
18 39 5163 76 90 113126139 ‘\‘ L G
LML M LN+ AL AL S0 M RO | BRIk
AE3+17.D S0083016. M)Tue(Bep(IDﬁ 1206106 2056 180 2BVQAL 7.60 Pages.B0 8.20
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acq On :31Aug 2016 8:45pm
Operator : CLR

Sample :16H2050-02

Misc  :1S=75216

ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 6 Dodecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

8.243 13.59 ug/ml 424471 Phenanthrene-d10
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 87
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
4 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 72
5 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 68
Abundance Scan 2325 (8.243 min): A083117.D\data.ms (-2320) (-)
57 711
43 85
5000
99
0 il L, H‘ 1331\\ 140 155 172 196 214 240
\‘\\\\‘\\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57

71
5000

29 85

98 113127141 170

O e B L S AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

57
71
5000 43 85
29 9 113 197 155
0 141 169483197
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27256: Nonane, 3,7-dimethyl-
57
43 71
5000
85
29

L 99 113 \ 141 156

8.777

m/z 57.10 100.00%

%

8.00 8.20 8.40 8.60
m/z 71.05 95.13%

%

8.00 8.20 8.40 8.60
m/z 43.05 56.46%

-

8.00 8.20 8.40 8.60
m/z 85.10 53.01%

-

8.00 8.20 8.40 8.60
m/z 41.00 29.13%

5

ADB833:17. DZSV08301@M Eme Swp 06013160 .08R018 200 226V0QAL

8.00°agy0 1840 8.60
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Data Path :

Data File :
Acq On
Operator
Sample

Library Search Compound Report

D:\Data\A083116\
A083117.D

: 31 Aug 2016 8:45 pm
: CLR
: 16H2050-02

Misc  :1S=75216

ALS Vial

: 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 7 9H-Fluorene, 1-methyl-

R.T. EstConc Area Relative to ISTD R.T.

Concentration Rank 10

8.385 10.81 ug/ml 337693 Phenanthrene-d10 8.777
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 96
2 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 94
3 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 93
4 9H-Fluorene, 9-methyl- 180 C14H12 002523-37-7 93
5 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 90
Abundance Scan 2375 (8.385 min): A083117.D\data.ms (-2359) (-) m/z 165.00 100.00%
165
180
5000
89 196
‘ ‘ 115 . _151 221 800 820 840 860 8.80
O\\\\‘\\\\‘\\‘\\““\‘\h\“\“w 137 ‘\\\‘\“\\\\“‘\\\2?‘8\2\\5\2‘ m/Z 180'05 80'02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
165
180
5000 \‘\\\\‘\\\\‘\\\\‘\\\\/\/‘\\J\
8.00 8.20 8.40 8.60 8.80
89 m/z 196.00 32.35%
. 39 O3 115 137191
m/z--> 2‘0 4‘0 6‘0 8‘0 160 150 14‘10 1éo 1éo 260 22‘0 2)'.0 |
Abundance
165
180 SRR RARAA AR RARSANA
8.00 8.20 8.40 8.60 8.80
5000 m/z 194.95 29.68%
89
63
m/z--> 2‘0 4‘0 6‘0 8‘0 160 150 1A‘fO 1é0 1é0 260 22‘0 24‘10 | A¢
Abundance #43244: 9H-Fluorene, 1-methyl- et b LA
165130 8.00 820 8.40 8.60 8.80
m/z 178.00 29.25%
5000
89
0 13 27 . 5\1 | H \\‘ 115 137 ﬁ h‘ .
““\““\““\““\““ B SSBAN SRR T T T T T T

AB83317.D SMD830166M Tee Jep 0@ 341:14020d6 200 220 SMOAL

8.00 8.

9&40.18 60 8.80
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acq On :31Aug 2016 8:45pm
Operator : CLR

Sample :16H2050-02

Misc  :1S=75216

ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *% *% *% *% *% *% *% *% *%

Peak Number 8 9H-Fluoren-9-one Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

8.564 14.35ug/ml 448318 Phenanthrene-d10
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9H-Fluoren-9-one 180 C13H80O 000486-25-9 97
2 9H-Fluoren-9-one 180 C13H80O 000486-25-9 96
3 9H-Fluoren-9-one 180 C13H80O 000486-25-9 94
4 9H-Fluoren-9-one 180 C13H80O 000486-25-9 94
5 1H-Phenalen-1-one 180 C13H8O 000548-39-0 89
Abundance Scan 2438 (8.564 min): A083117.D\data.ms (-2432) (-)
180
5000 152
76
0 _H?’?‘?ﬁ?w\‘ ‘ ‘\\wﬁ?f’ﬁmi Do | ter | 108212
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
180
5000
152

76
39 50 63 '° 87 98 111 126437 | 163

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

180

8.777

m/z 180.00 100.00%

8.20 8.40 8.60 8.80 9.00
m/z 152.00 39.14%

8.20 8.40 8.60 8.80 9.00
m/z 76.00 31.50%

8.20 8.40 8.60 8.80 9.00
m/z 150.95 24.25%

8.20 8.40 8.60 8.80 9.00
m/z 181.00 15.98%

A

5000
152
76
ol 27 39 50 63 90 102113 126
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43217: 9H-Fluoren-9-one
180
5000 152
27 3090 7 u\ G

ADB833:17. D‘SVOMEOl&M Tl89 Sep®6 121)511214 2086 180 28WVOZD

8.20 sRage:6b28.80 9.00

Page 44 of 81



Data Path :

Library Search Compound Report
D:\Data\A083116\

Data File : A083117.D

Acq On
Operator
Sample

: 31 Aug 2016 8:45 pm
: CLR
: 16H2050-02

Misc  :1S=75216

ALS Vial

: 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *%

Peak Number 9 Dibenzothiophene

*% *% *% *% *% *% *% *%

R.T. EstConc Area Relative to ISTD R.T.

8.658 4.96 ug/ml 154921 Phenanthrene-d10
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 96
2 Dibenzothiophene 184 C12H8S 000132-65-0 95
3 Dibenzothiophene 184 C12H8S 000132-65-0 94
4 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 94
5 Dibenzothiophene 184 C12H8S 000132-65-0 93
Abundance Scan 2471 (8.658 min): A083117.D\data.ms (-2467) (-)
184
5000
63 79 92 139152
O T ‘ T \\3‘9\ T \ \ “\ \‘\H\ “ \‘\ ‘!‘ \“ \‘\I\1§‘1\2\6\ \‘i T \H! T ‘16\\8\‘ ‘M“\ \1\9‘7\2\1\0\ ‘ T \2\4‘-\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
184
5000
139
. 39 63 799 1340 192
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
184
5000
139
018 39 63 79 92 113106 152 4g9
m/z--> 2‘0 4‘0 6‘0 8‘0 160 150 14‘10 1é0 1é0 260 22‘0 24‘tO
Abundance #46034: Dibenzothiophene
184
5000
139

w T v T

Concentration Rank 20

8.777

m/z 184.00 100.00%

8.40 8.60 8.80 9.00
m/z 139.00 18.24%

é

8.40 8.60 8.80 9.00
m/z 185.00 14.84%

-

8.40 8.60 8.80 9.00
m/z 79.00 14.04%

-

8.40 8.60 8.80 9.00
m/z 91.95 13.33%

ADB833:17. D S\YOS&Dl%M Te@ S‘qu 062013 B:17620180 200 2BV QML

8.40Paw®. BB0 9.00
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acq On :31Aug 2016 8:45pm
Operator : CLR

Sample :16H2050-02

Misc  :1S=75216

ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *% *% *% *% *% *% *% *% *%

Peak Number 10 1,2-Acenaphthylenedione Concentration Rank 9

R.T. EstConc Area Relative to ISTD

9.175 10.97 ug/ml 342779

R.T.

Phenanthrene-d10

8.777

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Acenaphthylenedione 182 C12H602 000082-86-0 94
2 1,2-Acenaphthylenedione 182 C12H602 000082-86-0 94
3 1,2-Acenaphthylenedione 182 C12H602 000082-86-0 93
4 Benzene,1,4-diethynyl- 126 C10H6 000935-14-8 46
5 Benzene,1,4-diethynyl- 126 C10H6 000935-14-8 45
Abundance Scan 2653 (9.175 min): A083117.D\data.ms (-2648) (-) m/z 126.00 100.00%
126
154
5000 182
74
‘ 8.80 9.00 9.20 9.40 9.60
0\\\‘\\\\‘\\\\‘\\\‘\“\‘\\\H}\\\\‘\‘\\\1‘4-\1\\‘\‘1\§\8\“\\1\9\5‘\2\1\0\‘2\2\6\\‘2\4\7\\ m/2154.00 79'31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
126 154
182
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
8.80 9.00 9.20 9.40 9.60
m/z 182.00 41.76%
74
. 28 50 98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
126 154
8.80 9.00 9.20 9.40 9.60
5000 182 miz 74.00 28.21%
50 74
0\\\‘2\\6\\‘\\\\‘\\\\‘\\\?‘8\11\2‘\\\1?(\)\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44590: 1,2-Acenaphthylenedione
126 154 8.80 9.00 9.20 9.40 9.60
m/z 62.95 26.49%
5000 182
0 ?ﬁ‘\‘”wﬂw‘hl““ ”“\NH1?9‘w SNARARANNARS YA RAA BN AR AR
ABB83+17.D %0880)166M Tae Sep 0@0.3150:26020B6 200 220BVZ@A1L 8.80 9%&9&2&49.40 9.60
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acq On :31Aug 2016 8:45pm
Operator : CLR

Sample :16H2050-02

Misc  :1S=75216

ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 11 Phenanthrene, 3-methyl-

R.T. EstConc Area Relative to ISTD R.T.

9.303 7.11ug/ml 222160

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Phenanthrene, 3-methyl- 192 C15H12
2 1H-Cyclopropa[llphenanthrene,1a,... 192 C15H12

3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93

Abundance Scan 2698 (9.303 min): A083117.D\data.ms (-2694) (-)
192
5000
94
63 8 165
o 39 O | 115 137150 | 180 214 229
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
192

5000

96

). 2639 63 82 115 139152165
2639 0 e e 89 el

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

192

5000

165

o 39 63 839 115 139152 178
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51405: Phenanthrene, 2-methyl-
192

5000

39 63 8194 115 139152 ‘\ 178M

Phenanthrene-d10

000832-71-3 94
000949-41-7 94

Concentration Rank 12

8.777

m/z 192.05 100.00%

—

9.00 9.20 9.40 9.60
m/z 191.10 56.62%

—

9.00 9.20 9.40 9.60
m/z 189.00 32.88%

o

9.00 9.20 9.40 9.60
m/z 94.45 25.95%

%—

9.00 9.20 9.40 9.60
m/z 190.05 16.85%

—

ADB833:17. DZ(SVOI&SO_‘BG M e ‘&ep 0B 1341:2802018 200 228VOAL

9.00 Rexge:dl4) 9.60
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Data Path :

Data File :
Acq On
Operator
Sample
Misc |
ALS Vial

Library Search Compound Report

D:\Data\A083116\
A083117.D

: 31 Aug 2016 8:45 pm
: CLR

: 16H2050-02

S=75216

: 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *

* *% *% *% *% *% *% *% *%

8.777

m/z 151.95 100.00%

L]

9.00 9.20 9.40 9.60
m/z 192.05 97.94%

9.00 9.20 9.40 9.60
m/z 179.95 61.84%

A A

9.00 9.20 9.40 9.60
m/z 191.05 55.88%

9.00 9.20 9.40 9.60
m/z 75.95 50.64%

Peak Number 12 1H-Phenalen-1-one Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.334 18.34 ug/ml 572966 Phenanthrene-d10
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Phenalen-1-one 180 C13H8O 000548-39-0 89
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 86
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 74
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 74
5 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 70
Abundance Scan 2709 (9.334 min): A083117.D\data.ms (-2703) (-)
152 192
5000 78
0 ‘ TTTT ‘ T \H\ T \‘\H\ “‘\H}H\‘MH“\ \‘\ ‘\ ‘ \ \ TT ‘ T \H\ “}“\’I\T‘ m ‘\2\1\9‘2\2§ T ‘2\4\-7\\2‘6\2\ TT ‘2\8\7\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
152
180
5000
76
28 50 98 126
m/z—> 2‘0 4‘0 6‘0 8‘0 160 12‘0 14‘10 1é0 1é0 260 2&0 2)10 2é0 22‘30
Abundance
192
5000
04 165
0 39 63 78 115 139
m/z--> 2‘0 4‘0 6‘0 8‘0 160 150 14‘10 1é0 1é0 260 2&0 24‘10 2é0 2é0
Abundance #51408: Phenanthrene, 1-methyl-
192
5000
165
398 81 % 115 139 |
A DA A AR SRR RS A AR A AR AR SRR ALY RARRA NN

0
ADB833:17. D(SVGBSGG.G M Twe Sep (1')6)1&56]:1&6 2101620 240 268VABA1L

9.00 Pames.d16 9.60
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acq On :31Aug 2016 8:45pm
Operator : CLR

Sample :16H2050-02

Misc  :1S=75216

ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 13 4H-Cyclopenta[defl]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

9.402 20.00 ug/ml 624881

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 4H-Cyclopenta[deflphenanthrene 190 C15H10

2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 46
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 46
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 46

5 1H-Cyclopropa[llphenanthrene,1a,... 192 C15H12

Abundance Scan 2733 (9.402 min): A083117.D\data.ms (-2729) (-)

192

5000

ol 208224 247 266 286
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

190

5000
94

39 6378 | 110 137 163

Phenanthrene-d10

L e il £ S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
192

5000

95 165
39 63 115 139

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

8.777

000203-64-5 49

000949-41-7 46

m/z 192.05 100.00%

|

9.00 9.20 9.40 9.60 9.80
m/z 189.00 81.85%

L,

9.00 9.20 9.40 9.60 9.80
m/z 190.05 78.99%

|

9.00 9.20 9.40 9.60 9.80
m/z 191.05 68.12%

I

Abundance #51396: Anthracene, 2-methyl- DUSINGNS U1 VAl B LN L
192 9.00 920 9.40 9.60 9.80
m/z 94.50 55.04%
5000
96 165
63 81 | 115 139

ADB833:17. I(S\ADSSGI].GM Toe Sep 061‘15611&9 201820 240 266VIBAL

9.00 9.Ra@e10l’P.60 9.80
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acq On :31Aug 2016 8:45pm
Operator : CLR

Sample :16H2050-02

Misc  :1S=75216

ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *% *% *% *% *% *% *% *% *%

Peak Number 14 9,10-Anthracenedione Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

9.607 25.79 ug/ml 805700 Phenanthrene-d10 8.777
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 96
2 9,10-Anthracenedione 208 C14H802 000084-65-1 95
3 9,10-Phenanthrenedione 208 C14H802 000084-11-7 81
4 9,10-Anthracenedione 208 C14H802 000084-65-1 80
5 Benzolh]cinnoline 180 C12H8N2 000230-31-9 60
Abundance Scan 2805 (9.607 min): A083117.D\data.ms (-2795) (-) m/z 208.00 100.00%
180 208
152
5000
50
‘ ‘ 90 126 9.20 9.40 9.60 9.80 10.00
0 ‘HH‘H‘V\“‘\H‘ “‘\HN‘\\ \\\\‘\“\\\‘\\ ‘\‘\H\“HHVM\‘H‘\‘\Z‘Z\Z\ \2\3‘8\ \2\\5‘6\\ m/Z 180'00 93'66%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
152 180 208

5000 76

50
126

90
104
| ENBINNEES 'SMAF AN | M o SUMF KNS ESNMAY SNBSS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

180 208
152
5000 76
50
126
o2 90 104 166
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #62997: 9,10-Phenanthrenedione
180
5000 152
76 208
28, % | | 884190 \‘ | |
R R B B B L L O S R

ADB833:17. D(SV@BSOG(B MO ueoBep206 1]43)51682 @01600 220 VYAl

9.20 9.40 9.60 9.80 10.00
m/z 75.95 90.62%

-

9.20 9.40 9.60 9.80 10.00
m/z 151.95 84.18%

-

9.20 9.40 9.60 9.80 10.00
m/z 150.95 49.44%

-

9.20 9.40a@018.80 10.00
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Data Path :

Data File :
Acq On
Operator
Sample

Library Search Compound Report

D:\Data\A083116\
A083117.D

: 31 Aug 2016 8:45 pm
: CLR
: 16H2050-02

Misc  :1S=75216

ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 15 1,8-Naphthalic anhydride Concentration Rank 5

8.777

m/z 126.00 100.00%

A

9.40 9.60 9.80 10.00 10.20
m/z 153.95 90.75%

9.40 9.60 9.80 10.00 10.20
m/z 197.95 48.43%

—

9.40 9.60 9.80 10.00 10.20
m/z 62.95 32.82%

-

9.40 9.60 9.80 10.00 10.20
m/z 73.95 27.50%

%—

R.T. EstConc Area Relative to ISTD
9.820 18.87 ug/ml 589706 Phenanthrene-d10
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,8-Naphthalic anhydride 198 C12H603 000081-84-5 98
2 1,8-Naphthalic anhydride 198 C12H603 000081-84-5 98
3 1,8-Naphthalic anhydride 198 C12H603 000081-84-5 91
4 1,8-Naphthalic anhydride 198 C12H603 000081-84-5 87
5 Naphtho[1,2-c]furan-1,3-dione 198 C12H603 005343-99-7 62
Abundance Scan 2880 (9.820 min): A083117.D\data.ms (-2874) (-)
126 154
5000 198
63
r7
O TTT ‘ T \‘\?"9\ \“\ T “‘\ T \‘“‘ \“‘} T \H} T \1\\2‘ \“\ \1\4‘(\)\ \‘\ ‘1\?\8\1‘8\2\ T \“ \‘\ T \2‘2\:\3\2\3‘8\ \2\5\4.‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
154
126
198
5000
63
oL 18 39 7 9844 170
R R R R R SRS SR AR SR AR RN
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
126 154
198
5000
63
77 98
O \\\‘\\\\3‘9\\\\‘\\\\‘\\\\‘\1\’!\2‘\\\\‘\\\\‘\1\7\()\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55794: 1,8—Naphtha|if; anhydride
126 154 198
5000
ol 18 39| m‘ T\ A | |

AB83+17.D %0830)1&3M 'IBﬂ)e Sep 0801346186 2(BD6 200 220 SWOAL

9.40 9.6Ragsn1.00 10.20
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acq On :31Aug 2016 8:45pm
Operator : CLR

Sample :16H2050-02

Misc  :1S=75216

ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 16 Cyclopenta(def)phenanthrenone Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

9.888 7.30ug/ml 228008 Phenanthrene-d10

Hit# of 5 Tentative ID Qual

MW MolForm CAS#

1 Cyclopenta(def)phenanthrenone 204 C15H80

2 Spiro[cyclopropane-1,8'(1H")[3a.... 204 C14H200

3 Quinoline, 8-methoxy-5-nitro- 204 C10H8N203
4 1,4,6-Trimethyl-1,2,3,4-tetrahyd... 204 C11H12N202
5 Propanedinitrile, 2,2'-(2,5-cycl... 204 C12H4N4 001518-16-7 25

8.777

005737-13-3 94
452049-62-6 35
1000298-88-7 32

004951-03-5 28

Abundance Scan 2904 (9.888 min): A083117.D\data.ms (-2902) (-) m/z 204.00 100.00%
204
5000
88 176
R e
150 9.60 9.80 10.00 10.20
O\\3\6‘\5\(\)\‘\\\f“\‘\\\‘()\z\\\1‘?\3\\\‘\\“\\‘\\\H\“\\\\‘ ‘\\2\1‘8\\\2\3‘8\\2\5\3‘\\2\7\4‘\\ m/Z 176.00 36'04%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
204
5000
176 9.60 9.80 10.00 10.20
88 m/z 88.00 35.46%
L e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
79 109 204
41 95 \\\‘\\\\‘\\\\‘\\\\‘\\\\
9.60 9.80 10.00 10.20
5000 m/z 87.00 14.53%
149
55 135
186
163
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59333: Quinoline, 8-methoxy-5-nitro-
102 108 204 9.60 9.80 10.00 10.20
m/z 75.00 14.36%
157 174
5000
77
39
0 h‘

AB83+17.D Sl‘(lo%ﬂ)lﬁd\ﬂ Tage 26p 126 UBH 1SS 201)].6220 240 V@3

9.60 Fmge:'lﬁ@o 10.20 Page 52 of 81



Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acq On :31Aug 2016 8:45pm
Operator : CLR

Sample :16H2050-02

Misc  :1S=75216

ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 17 11H-Benzo[b]fluorene Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.

10.434 5.91ug/ml 325841 Chrysene-d12
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 60
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 53
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 49
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 47
5 11H-Benzola]fluorene 216 C17H12 000238-84-6 43
Abundance Scan 3096 (10.434 min): A083117.D\data.ms (-3067) (-)

26

232
5000

ol 250 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216

5000

107

0 39 63 81 122139 163 189
o s B = e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

216

11.190

m/z 216.10 100.00%

N

10.20 10.40 10.60 10.80
m/z 215.05 99.40%

-

10.20 10.40 10.60 10.80
m/z 232.05 56.93%

=

10.20 10.40 10.60 10.80
m/z 195.00 37.18%

5000
94 189
0 39 63 79 111 137 163
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68699: 11H-Benzo[b]fluorene A S o
2 10.20 10.40 10.60 10.80
m/z 94.45 30.72%
5000
108
57 \ 139 163 189 ‘m
s R e i o e e |

ADB833:17. I(S\A@BSGG.G 80 Tu® Sep 06013601140 2006220 240 BVQ3A

10.20aQen2D.60 10.80
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acq On :31Aug 2016 8:45pm
Operator : CLR

Sample :16H2050-02

Misc  :1S=75216

ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 18 Cyclopentacd]pyrene

R.T. EstConc Area Relative to ISTD R.T.

11.014 5.81ug/ml 320578 Chrysene-d12

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclopenta[cd]pyrene 226 C18H10 027208-37-3 62
2 Benzo[ghi]fluoranthene 226 C18H10 000203-12-3 49

226 C14H1003
226 C14H14N20
226 C18H10

3 9H-Xanthen-9-one, 3-methoxy-
4 .beta.-Carboline, 7-methoxy-1,2-...
5 Benzene, [4-(3-ethynylphenyl)-1,...

Concentration Rank 18

Abundance Scan 3300 (11.014 min): A083117.D\data.ms (-3292) (-)
‘_6
5000
113
0,39 63 87 | 131 150 174 198 JH 245262 282298
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
226
5000
113
0 87 174 198
T T T T T T e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
226
5000
113
0 39 63 87 134150 174 198
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75784: 9H-Xanthen-9-one, 3-methoxy-
226
5000
155 183
e s 1 T e

11.190

003722-52-9 47
006519-18-2 40
1000115-87-3 38

m/z 226.10 100.00%

_—

10.60 10.80 11.00 11.20 11.40
m/z 113.00 26.51%

=

10.60 10.80 11.00 11.20 11.40
m/z 224.00 23.63%

10.60 10.80 11.00 11.20 11.40
m/z 112.00 23.47%

=

10.60 10.80 11.00 11.20 11.40
m/z 227.05 14.64%

—

ADB833:17. D $G/0830_’86 MoDue28er®a a8 50: 42002026 240 260 SB0CBAL

10.60 10.BRYEOPP1.20 11.40 Page 54 of 81



Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acq On :31Aug 2016 8:45pm
Operator : CLR

Sample :16H2050-02

Misc  :1S=75216

ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *% *% *% *% *% *% *% *% *%

Peak Number 19 Benz(A)anthracene-7,12-dione Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.

11.548 5.57 ug/ml 307132 Chrysene-d12 11.190

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Benz(A)anthracene-7,12-dione 258 C18H1002 002498-66-0 96
2 Benz(A)anthracene-7,12-dione 258 C18H1002 002498-66-0 96

3 Fluoranthene 202 C16H10 000206-44-0 94
4 5,12-Naphthacenedione 258 C18H1002 001090-13-7 89
5 Fluoranthene 202 C16H10 000206-44-0 84
Abundance Scan 3488 (11.548 min): A083117.D\data.ms (-3483) (-) m/z 258.05 100.00%
258
202
5000
126 450 174 11.20 11.40 11.60 11.80
o 278 300 m/z 202.00 73.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
258
5000 \\\\\‘\\\\‘\\\\‘\\\\‘\
202 55 11.20 11.40 11.60 11.80
101 m/z 200.95 47.62%
oL18 50 75 129 150 175
IR AN Y BRI VHEES A Y | I,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
258
101 11.20 11.40 11.60 11.80
5000 202 m/z 101.00 47.32%
230
129
50 75 150 174
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58557: Fluoranthene LIS W
202 11.20 11.40 11.60 11.80
m/z 199.95 46.82%
5000
101
27 50 75, | 122 150 174
e T S,

AB83317.D S0/08804%6. 80 Tum® S2p G6 18051]8@1'2(120225) 240 260 BIOEIL 11.20 1Page1.88 11.80
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083117.D

Acq On :31Aug 2016 8:45pm
Operator : CLR
Sample :16H2050-02

Misc  :1S=75216
ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 20 1-Nitrofluoranthene

R.T. EstConc Area

Concentration Rank 13

Relative to ISTD R.T.

11.593 6.67 ug/ml 367828

Hit# of 5 Tentative ID MW

Chrysene-d12 11.190

MolForm CAS# Qual

1 1-Nitrofluoranthene

2 Pyrene, 4-nitro-

3 1-Nitropyrene

4 Fluoranthene, 3-nitro-
5 1-Nitropyrene

247 C16HINO2
247 C16HINO?2
247 C16HONO2

247 C16HINO?2
247 C16HIONO2

013177-28-1 96
057835-92-4 95
005522-43-0 94

000892-21-7 94
005522-43-0 93

Abundance Scan 3504 (11.593 min): A083117.D\data.ms (-3499) (-) m/z 201.05 100.00%
201
247
5000 100
““
‘ 126 150 ‘ 11,20 11.40 11.60 11.80 12.00
oL 50, ‘\W‘\\ o 150 T e 272204 355 miz 200.00  79.60%
m/z--> 50 100 150 200 250 300 350
Abundance
201 247
100
5000 ‘\\\\\\\\‘\\\\‘\\\\\\
11.20 11.40 11.60 11.80 12.00
m/z 247.00 69.05%
o 50 75 192 150 174
SN O T Y - - A e e
m/z--> 50 100 150 200 250 300 350
Abundance
201 247
et b
11.20 11.40 11.60 11.80 12.00
5000 m/z 189.10 53.95%
30
100
50 74 120 150 174
O T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #89977: 1-Nitropyrene sttt tpr
201 247 11120 1140 11.60 11.80 12.00
m/z 217.10 49.31%
100
5000
150 1
ob—— ‘\ I ‘\ w‘ u h . \h A h HH\ \‘\ “2? ‘ ‘ ‘ R

ABB3317.D SVB83016.M0Tue Sﬂm 06 12051:49 2606

300 SV@%’Ql 11.20 11 39916241 80 12. OO
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Tentatively Identified Compound (LSC) summary

Data Path : D:\Data\A083116\
Data File : A083117.D

Acqg On :31 Aug 2016 8:45pm
Operator : CLR

Sample : 16H2050-02

Misc  :1S=75216

ALS Vial : 16 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

[--Internal Standard---|
TIC Top Hitname  RT EstConc Units Response |[# RT Resp Conc|

Trichloroethylene 1.731 6.2 ug/ml 101347 1 3.987 658417 40.0
Ethane, 1,1,2,2... 3.245 6.6 ug/ml 108711 1 3.987 658417 40.0
Ethanol, 2,2'-0... 3.586 118.1 ug/ml 1944390 1 3.987 658417 40.0
n-Decanoic acid 6.325 24.4 ug/ml 808284 3 7.146 1325250 40.0
[1,2'-Biphenyl]... 7.933 6.6 ug/ml 218550 3 7.146 1325250 40.0
Dodecane 8.243 13.6 ug/ml 424471 4 8.777 1249740 40.0
9H-Fluorene, 1-... 8.385 10.8 ug/ml 337693 4 8.777 1249740 40.
9H-Fluoren-9-one 8.564 14.3 ug/ml 448318 4 8.777 1249740 40.0
Dibenzothiophene 8.658 5.0 ug/ml 154921 4 8.777 1249740 40.0
1,2-Acenaphthyl... 9.175 11.0 ug/ml 342779 4 8.777 1249740 40.0
Phenanthrene, 3... 9.303 7.1 ug/ml 222160 4 8.777 1249740 40.0

1H-Phenalen-1-one 9.334 18.3 ug/ml 572966 4 8.777 1249740 40.0
4H-Cyclopenta[d... 9.402 20.0 ug/ml 624881 4 8.777 1249740 40.0
9,10-Anthracene... 9.607 25.8 ug/ml 805700 4 8.777 1249740 40.0

1,8-Naphthalic ... 9.820 18.9 ug/ml 589706 4 8.777 1249740 40.0
Cyclopenta(def)... 9.888 7.3 ug/ml 228008 4 8.777 1249740 40.0
11H-Benzo[b]flu... 10.434 5.9 ug/ml 325841 5 11.190 2205980 40.0
Cyclopentalcd]p... 11.014 5.8 ug/ml 320578 5 11.190 2205980 40.0
Benz(A)anthrace... 11.548 5.6 ug/ml 307132 5 11.190 2205980 40.0
1-Nitrofluorant... 11.593 6.7 ug/ml 367828 5 11.190 2205980 40.0

A083117.D SV083016.M Tue Sep 06 13:51:49 2016 SVOA1

Page: 25
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LSC Area Percent Report

Data Path : D:\Data\A083116\
Data File : A083118.D

Acqg On :31 Aug 2016 9:08 pm
Operator : CLR

Sample :16H2050-03

Misc  :1S=75216

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : 0.5 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : C:\msdchem\1\METHODS\SV083016.M
Title : SVOA#1 BNA Quantitation

Signal : TIC: A083118.D\data.ms

peak R.T.first max last PK peak corr. corr. % of

# min scanscanscan TY height area % max. total
1 1.731 30 33 170rvV10 38345 107439 2.46% 0.230%
2 2134 170 175 193rVV 75507 53474 1.22% 0.114%

3 2.197 193 197 216rvB 108310 69373 1.59% 0.148%

4 2.864 425 432 446 rVB 3220262 2128407 48.74% 4.551%
5 3.046 489 496 504 rBV3 58353 48997 1.12% 0.105%
6
7
8
9

3.245 559 566 575rBV 189498 132670 3.04% 0.284%
3.538 661 669 678 rBV 179930 183600 4.20% 0.393%
3.586 678 686 697 rvv2 93063 89901 2.06% 0.192%
3.643 697 706 724 rVB 3167577 2423285 55.49% 5.182%
10 3.984 817 826 833rBV 970252 706960 16.19% 1.512%

11 4.518 1000 1014 1021 rBV 1518504 1108724 25.39% 2.371%
12 5.251 1257 1272 1276 rBV 1249025 1015833 23.26% 2.172%
13 5.274 1276 1280 1294 rVB 2444621 1758940 40.28% 3.761%
14 5.626 1398 1404 1411 rBV3 47328 44168 1.01% 0.094%
15 5.848 1476 1482 1492 rBV2 119726 101407 2.32% 0.217%

16 5.953 1513 1519 1534 rVB5 49630 53242 1.22% 0.114%
17 6.016 1534 1541 1550 rVB 393689 304610 6.98% 0.651%
18 6.118 1572 1577 1586 rvB2 217087 171048 3.92% 0.366%
19 6.320 16351648 1679 rBV2 516104 683170 15.64% 1.461%
20 6.428 1679 1686 1716 rVB 2477084 1916301 43.88% 4.097%

21 6.530 17161722 1731rvB 179111 139910 3.20% 0.299%
22 6.575 17311738 1752 BV 95837 98403 2.25% 0.210%

23 6.629 17521757 1764 rVvB2 57028 54225 1.24% 0.116%
24 6.697 1776 1781 1789 rBV4 83855 116077 2.66% 0.248%
25 6.734 17891794 1804 rvV 147733 108421 2.48% 0.232%

26 6.783 1804 1811 1817 rvV3 160534 153844 3.52% 0.329%
27 6.811 1817 1821 1840rVvB2 102380 67838 1.55% 0.145%
28 6.908 1850 18551877 rvB3 87233 166457 3.81% 0.356%
29 6.987 1877 1883 1927 rBV3 152898 239551 5.49% 0.512%
30 7.144 19321938 1959 rVV 1476911 1408956 32.26% 3.013%

31 7.217 1959 1964 1981 rvB2 85454 70321 1.61% 0.150%

32 7.294 1981 1991 1994 rBVS 98728 122117 2.80% 0.261%
33 7.311 1994 1997 2012 rvB3 117611 99012 2.27% 0.212%
34 7.371 2012 2018 2046 rBV 589159 634558 14.53% 1.357%
35 7.462 2046 2050 2074 rvVB5 103625 148945 3.41% 0.318%

36 7.715 2134 2139 2146 rBV 210524 190727 4.37% 0.408%
37 7.746 2146 2150 2165rvB 382630 309688 7.09% 0.662%
38 7.797 21652168 2211 rBV 37738 115685 2.65% 0.247%

39 7.933 2211 2216 2236 rBV3 154138 232127 5.32% 0.496%
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LSC Area Percent Report

Data Path : D:\Data\A083116\
Data File : A083118.D

Acqg On :31 Aug 2016 9:08 pm
Operator : CLR

Sample :16H2050-03

Misc  :1S=75216

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : 0.5 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : C:\msdchem\1\METHODS\SV083016.M
Title : SVOA#1 BNA Quantitation

40 8.013 2236 2244 2320 rVB2 2347929 2125217 48.66% 4.544%

41 8.243 2320 2325 2359 rBV 270849 420729 9.63% 0.900%
42 8.382 2359 2374 2432 rBV 96740 342390 7.84% 0.732%
43 8.561 2432 2437 2459 rVB 505924 415171 9.51% 0.888%
44 8.632 2459 2462 2467 rBV 78649 63462 1.45% 0.136%

45 8.658 2467 2471 2495 rVB 240454 236322 5.41% 0.505%

46 8.743 2495 2501 2506 rBV 256209 240520 5.51% 0.514%
47 8.775 2506 2512 2516 rBV 1420268 1274551 29.19% 2.725%
48 8.803 2516 2522 2648 rVB 3668796 1699535 38.92% 3.634%
49 9.175 2648 2653 2657 rBV 615051 431164 9.87% 0.922%
50 9.303 2693 2698 2703 rVvB 315895 248253 5.68% 0.531%

51 9.334 2703 2709 2729 rVB2 710943 644167 14.75% 1.377%
52 9.402 2729 2733 2795 rBv4 362188 701018 16.05% 1.499%
53 9.607 2795 2805 2847 rvV3 888613 1032107 23.63% 2.207%
54 9.735 2847 2850 2875 rvV5 112268 191188 4.38% 0.409%

55 9.820 2875 2880 2901 rvV2 680087 789570 18.08% 1.688%

56 9.888 2901 2904 2921 rvV 379806 327862 7.51% 0.701%
57 9.965 2921 2931 2938 rvV 3797213 3013546 69.01% 6.444%
58 9.996 2938 2942 2971 rvV8 208667 432348 9.90% 0.924%
59 10.087 2971 2974 2989 rvV4 169777 126542 2.90% 0.271%
60 10.138 2989 2992 2994 rVV2 137226 96089 2.20% 0.205%

61 10.155 2994 2998 3004 rvV2 735828 551656 12.63% 1.180%
62 10.184 3004 3008 3014 rvV2 218458 156873 3.59% 0.335%
63 10.212 3014 3018 3035 rVB3 188857 195858 4.48% 0.419%
64 10.275 3035 3040 3050 rBV 335516 287998 6.59% 0.616%

65 10.320 3050 3056 3067 rvVV 2988508 2259954 51.75% 4.832%

66 10.434 3067 3096 3143 rVV9 145921 536495 12.29% 1.147%
67 10.579 3143 3147 3239 rVB9 200899 338561 7.75% 0.724%
68 10.854 3239 3244 3251 rBV4 185219 278521 6.38% 0.596%
69 10.880 3251 3253 3282 rVV 268205 108544 2.49% 0.232%

70 10.974 3282 3286 3293 rVV2 254586 193248 4.43% 0.413%

71 11.014 3293 3300 3355 rVV7 255863 520755 11.92% 1.113%
72 11.190 3355 3362 3398 rvB2 1895000 2652149 60.73% 5.671%
73 11.306 3398 3403 3431 rBV2 224820 237963 5.45% 0.509%
74 11.397 3431 3435 3484 rVB7 222551 311412 7.13% 0.666%
75 11.551 3484 3489 3501 rBV2 426016 377109 8.64% 0.806%

76 11.596 3501 3505 3654 rVB7 418451 159073 3.64% 0.340%
77 12.037 3654 3660 3677 rBV 627743 661268 15.14% 1.414%
78 12.244 3729 3733 3756 rVB2 198881 143076 3.28% 0.306%
79 12.326 3756 3762 4409 rVB 1629254 4367058 100.00% 9.338%

Sum of corrected areas: 46767733
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LSC Report - Integrated Chromatogram

Data Path : D:\Data\A083116\
Data File : A083118.D

Acq On :31Aug 2016 9:08 pm
Operator : CLR

Sample :16H2050-03

Misc  :1S=75216

ALS Vial : 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: A083118.D\data.ms

3500000
2.864 3.643
3000000
2500000
2000000
1500000

1000000 3.984

500000
3.245 3
307 .
1.731 2.2 3.046 i ?

4.518

5.274

5.2561

5.626

Time--> 1.80 2.00 220 240 260 280 3.00 3.20 3.40 3.60 3.80 4.00 420 440 460 4.80 5.00 520 5.40 5.60

Abundance TIC: A083118.D\data.ms

3500000

3000000

2500000 6.428 8.013

2000000

1500000 7144

1000000
7.371

8.561

500000 6.016 ’ 7.746 8.243 8

8%895]%61]\ A ki .ﬂM5 7.9%

/\8.382 .6

o
=

8.

8.7]]

03

[5

9.607
9.178.334 9.820

9.393102 -88

4
9.73 i
N

Time--> 6.00 6.20 640 6.60 6.80 7.00 7.20 740 7.60 7.80 8.00 820 840 8.60 8.80 9.00 9.20 9.40 9.60 9.80

Abundance TIC: A083118.D\data.ms

3500000
10.320
3000000

2500000

11.190

2000000
12.326

1500000

1000000 12.037

500000 12.24

A083118.D SV083016.M Tue Sep 06 13:52:00 2016 SVOA1

Page: 3

Time--> 1000 10.20 1040 10.60 1080 11.00 11. 20 11.40 11.60 11.80 12.00 1220 12.40 1260 12.80 1300 13.20 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083118.D

Acq On :31Aug 2016 9:08 pm
Operator : CLR

Sample :16H2050-03

Misc  :1S=75216

ALS Vial : 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *% *% *% *% *% *% *% *% *%

Peak Number 1 Trichloroethylene Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.

1.731 6.08 ug/ml 107439 1,4-Dichlorobenzene-d4  3.987
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trichloroethylene 130 C2HCI3 000079-01-6 91
2 Trichloroethylene 130 C2HCI3 000079-01-6 80

3 1H-1,2,4-Triazol-3-amine, 5-(met... 130 C3H6N4S 045534-08-5 12
4 3-Amino-5-mercapto-4-methyl-1,2,... 130 C3H6N4S 066870-09-5 10
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CIO2 014203-19-1 9

Abundance Scan 33 (1.731 min): A083118.D\data.ms (-30) (-) m/z 94.90 100.00%
95
130
5000 60
b s e e
47 82 1.70 1.80 1.90 2.00 2.10
0\H‘H\\‘\\H‘\:\gﬁ‘\‘\\“\‘H\‘\““\\‘\‘\“H\‘\““\\‘\‘\‘\‘\U‘\H\‘H\\‘\H\“\‘\‘\\‘\H m/2129'90 76'61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95 130
5000 60 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
1.70 1.80 1.90 2.00 2.10
m/z 131.80 74.08%
25 47
ol 12 3 70 82
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95 130
R e e A A
60 1.70 1.80 1.90 2.00 2.10
5000 m/z 96.90 59.83%
47
. 12 20 82
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12740: 1H-1,2,4-Triazol-3-amine, 5-(methylthio)- | O —— Lt
o7 130 1.70 1.80 1.90 2.00 2.10
m/z 59.95 39.47%
5000
43 5 74 85
0m"1“5“”“!‘1M"lluu‘“‘m‘(?\‘su“m \1!‘1‘\\\}‘\\\\‘?\1\5\‘\\\\H\H‘\H SRNEV NSNS S i v A
ABE3%18.D SN0&B01H M40uesGepo06rd 3:52:(G8 20106110 120 1SV OR1 1.70 1.8Pag®: 200 2.10
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083118.D

Acq On :31Aug 2016 9:08 pm
Operator : CLR

Sample :16H2050-03

Misc  :1S=75216

ALS Vial : 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *% *% *% *% *% *% *% *% *%

Peak Number 2 Ethane, 1,1,2,2-tetrachloro- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.

3.245 7.51ug/ml 132670

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Ethane, 1,1,2,2-tetrachloro- 166 C2H2Cl4
2 Ethane, 1,1,2-trichloro-2-fluoro- 150 C2H2CI3F

3 Methane, bromodichloro- 162 CHBrCI2 000075-27-4 53
4 Ethane, 1,1,2,2-tetrachloro- 166 C2H2Cl4 000079-34-5 46
5 Ethane, 1,1,2,2-tetrachloro- 166 C2H2Cl4 000079-34-5 38

Abundance Scan 566 (3.245 min): A083118.D\data.ms (-559) (-)
83
5000
0\\\\‘\\\3\7‘\4.”\7\\H“\?O\\‘\\\‘U“\\\\‘\\1‘??‘\\\\‘\1‘6‘\8\\‘
m/z--> 20 40 60 80 100 120 140 160
Abundance
83
5000
61 95 131
ol 13 26 36 47 72 17 168
T B e o TR AL A e e B e B e A
m/z--> 20 40 60 80 100 120 140 160
Abundance
83
5000
67
45 95 150
0 25 35 57 105115
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #31325: Methane, bromodichloro-
83
5000
129
MM H

000079-34-5 87
000359-28-4 64

1,4-Dichlorobenzene-d4 3.987

m/z 82.85 100.00%

3.00 3.20 3.40 3.60
m/z 84.90 65.20%

A

3.00 3.20 3.40 3.60
m/z 94.90 13.69%

o N

A831+18. D SVQSSOlGL(M TueoSep 86 13 ‘B@:05 2016 140 18)\/OA1

3.00 3.20 3.40 3.60
m/z 86.85 10.03%

3.00 3.20 3.40 3.60
m/z 96.90 9.76%

3.00Pa3yE $B8.40 3.60
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Data Path :

Data File :
Acq On
Operator
Sample

Library Search Compound Report

D:\Data\A083116\
A083118.D

: 31 Aug 2016 9:08 pm
: CLR
: 16H2050-03

Misc  :1S=75216

ALS Vial

Quant Met

: 17 Sample Multiplier: 1

hod : C:\msdchem\1\METHODS\SV083016.M

Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *% *% *% *% *% *% *% *% *%

Peak Number 3 Ethanol, 2,2'-oxybis- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

3.538 10.39 ug/ml 183600 1,4-Dichlorobenzene-d4  3.987
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2,2'-oxybis- 106 C4H1003 000111-46-6 83
2 Ethanol, 2,2'-oxybis- 106 C4H1003 000111-46-6 78
3 Ethanol, 2,2"-oxybis- 106 C4H1003 000111-46-6 74
4 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 43
5 2-Butanol, 3-methyl-, (S)- 88 C5H120 001517-66-4 37
Abundance Scan 669 (3.538 min): A083118.D\data.ms (-661) (-) m/z 44.95 100.00%

5000

o

75

L 311

m/z-->
Abundance

5000

0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

45

75
27

m/z-->
Abundance

5000

0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

45

75

27
107

m/z-->
Abundance

5000

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
#4853: Ethanol, 2,2'-oxybis-
45

75
27

3.20 340 3.60 3.80
m/z 75.00 50.28%

3.20 3.40 3.60 3.80
m/z 76.00 24.40%

3.20 340 3.60 3.80
m/z 42.95 13.27%

N

3.20 3.40 3.60 3.80
m/z 43.95 11.04%

0

A83+18.D 9(1088066 M)Tlm) $Hp1@6 @580(@)0292(6240 260 288\B@A1

3.20 Peme3.60 3.80
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083118.D
Acq On :31Aug 2016 9:08 pm

Operator : CLR

Sample :16H2050-03
Misc  :1S=75216
ALS Vial : 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *%

Peak Number 4 n-Decanoic acid

*%

*% *% *% *% *% *% *%

R.T. EstConc Area Relative to ISTD R.T.

6.320 19.40 ug/ml 683170

Concentration Rank 5

Acenaphthene-d10

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 78
2 n-Decanoic acid 172 C10H2002 000334-48-5 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Heptanoic acid 130 C7H1402 000111-14-8 53
5 Hexanoic acid 116 C6H1202 000142-62-1 52
Abundance Scan 1648 (6.320 min): A083118.D\data.ms (-1635) (-)
73
60
5000
41 129
87
115
0+ T T ‘1“1‘\ “”H ‘\ T \]?j \‘\“\ T T \1‘“‘\3\1\5\5‘ T \1\72\‘ T \1\9\4‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
60
73
41
29
5000
129
87 101 115 143 155 172
0" e e e
m/z--> 2‘0 4b 6‘0 8‘0 160 12‘0 14‘10 1é0 1é0
Abundance
60 73
5000 41
129
29
" 401 115 143 172
0 18 155
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37498: n-Decanoic acid
60 73
41
5000 129
29 87
115
101 143
ol 15 “MH‘ ‘HM\HW ULl s 172

A83+18.D S\ZbSSO‘]LG.M e Sep 06143:52202 2046 160 1&/OA‘1

7.144

m/z 72.95 100.00%

—

A
L L L B B

6.00 6.20 6.40 6.60
m/z 59.95 78.76%

—

6.00 6.20 6.40 6.60
m/z 71.05 37.23%

3

6.00 6.20 6.40 6.60
m/z 55.00 29.02%

-

6.00 6.20 6.40 6.60
m/z 41.05 28.96%

-

6.00 Bagea.io 6.60
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083118.D

Acq On :31Aug 2016 9:08 pm
Operator : CLR

Sample :16H2050-03

Misc  :1S=75216

ALS Vial : 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 5 Dibenzofuran, 4-methyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.

7.144

m/z 182.05 100.00%

|

7.60 7.80 8.00 8.20
m/z 181.00 88.70%

|

7.60 7.80 8.00 8.20
m/z 75.95 26.50%

—

:

=

7.60 7.80 8.00 8.20
m/z 151.95 23.35%

-

7.60 7.80 8.00 8.20
m/z 90.95 15.28%

7.933 6.59ug/ml 232127 Acenaphthene-d10
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dibenzofuran, 4-methyl- 182 C13H100 007320-53-8 90
2 9H-Fluoren-9-ol 182 C13H100 001689-64-1 90
3 [1,1'-Biphenyl]-4-carboxaldehyde 182 C13H100 003218-36-8 90
4 9H-Fluoren-9-ol 182 C13H100 001689-64-1 90
5 9H-Fluoren-9-ol 182 C13H100 001689-64-1 80
Abundance Scan 2216 (7.933 min): A083118.D\data.ms (-2211) (-)
182
5000
76 152
91
0 39 51 uL W 114126430 \‘\ 165 || 200213
m/z--> 2‘0 4b 6‘0 8‘0 160 12‘0 14‘10 1é0 1é0 260 2&0
Abundance
182
5000
152
63 76 91
0 38 s 103115127139 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
181
5000
152
165
ol 18 39 51 63 76 90 113126139
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44610: [1,1"-Biphenyl]-4-carboxaldehyde
182
5000
152
76
27 39 %1 63 | 90102115127139 || 165

-

A83+18.D 9(1083016 M TugoSep06 1352t4G 2051)6 180 2005V2A1

7.60 Pages.Bo 8.20

Page 65 of 81



Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083118.D

Acq On :31Aug 2016 9:08 pm
Operator : CLR

Sample :16H2050-03

Misc  :1S=75216

ALS Vial : 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 6 Tridecane, 4-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

8.243 13.20 ug/ml 420729 Phenanthrene-d10 8.775
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 4-methyl- 198 C14H30 026730-12-1 72
2 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 68
3 Undecane, 6-ethyl- 184 C13H28 017312-60-6 64
4 Decane, 5-propyl- 184 C13H28 017312-62-8 64
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 2325 (8.243 min): A083118.D\data.ms (-2320) (-) m/z 71.05 100.00%
57 7
43 85
5000
99 800 820 840 8.60
127 : : : :
O \‘\\\\‘\\\H“‘\‘}H‘\\‘H‘\\\““\\1‘:"\3‘\“\\\‘1\4\5\\‘\1\71?‘\\19?\?\1ﬁ\\\??9\ m/Z 57'05 91.32%
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
71
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
85 8.00 8.20 8.40 8.60
29 m/z 85.05 55.01%
9 155
Ot 128141 168183 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
& SRR RN
8.00 8.20 8.40 8.60
5000 43 m/z 43.05 54.67%
85
112
154
0 126 141 168 183196 211225 240
m/z--> 2‘0 4‘0 6‘0 8‘0 160 150 14‘10 1é0 1éo 260 250 24‘10
Abundance #46094: Undecane, 6-ethyl- fod S ol v
5 8.00 8.20 840 8.60
71 m/z 41.05 26.76%
43
5000
85 112
R,
Ll | 126140 | 168 184

o
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Data Path :

Data File :
Acq On
Operator
Sample

Library Search Compound Report

D:\Data\A083116\
A083118.D

: 31 Aug 2016 9:08 pm
: CLR
: 16H2050-03

Misc  :1S=75216

ALS Vial

Quant Met

: 17 Sample Multiplier: 1

hod : C:\msdchem\1\METHODS\SV083016.M

Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 7 9H-Fluorene, 4-methyl-

R.T. EstConc Area Relative to ISTD R.T.

Concentration Rank 9

8.382 10.75ug/ml 342390 Phenanthrene-d10 8.775
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9H-Fluorene, 4-methyl- 180 C14H12 001556-99-6 70
2 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 70
3 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 60
4 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 60
5 9H-Fluorene, 3-methyl- 180 C14H12 002523-39-9 60
Abundance Scan 2374 (8.382 min): A083118.D\data.ms (-2359) (-) m/z 165.00 100.00%
165 15
196
5000 89
221 8.00 820 840 8.60 8.80
O\ TTT ‘ TTT \H‘ ‘\ \HH\““\ \H\H\“ \‘UH\‘! “‘\ \‘\‘\ ‘ T 1‘\ \H‘ ‘\ \ﬁ\“\ H ‘\‘ \‘ T \M\‘\M‘} TTT “‘\ \2\?‘6\2\\5\2‘ m/Z 180.05 84'94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
165180
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\
8.00 8.20 8.40 8.60 8.80
89 m/z 196.05 59.01%
63
. 115 151
m/z--> 2‘0 4‘0 6‘0 §0 1(50 150 1)&0 1é0 1é0 260 22‘0 2)10 |
Abundance
165180
S RARASRRASSRASRRARAERA
8.00 820 8.40 8.60 8.80
5000 m/z 194.95 48.40%
89
0 13 27 51 75 115 137151
m/z--> 2‘0 4‘0 6‘0 8‘0 160 150 14‘fO 1é0 1é0 260 22‘0 24‘10 |
Abundance #43240: 9H-Fluorene, 1-methyl-
165180 8.00 820 8.40 8.60 8.80
m/z 89.00 39.55%
5000
63 ‘
HH‘HH‘HM “M‘\ H‘\““ : \‘ HH‘H\H \HH\ e oo
ADB3+18. D S»0830166M 0134312 2@)2@8{6 200 220 MOA1 8.00 8%9&4(108 60 8.80
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Data Path :

Data File :
Acq On
Operator
Sample

Library Search Compound Report

D:\Data\A083116\
A083118.D

: 31 Aug 2016 9:08 pm
: CLR
: 16H2050-03

Misc  :1S=75216

ALS Vial

Quant Met

: 17 Sample Multiplier: 1

hod : C:\msdchem\1\METHODS\SV083016.M

Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *% *% *% *% *% *% *% *% *%

Peak Number 8 9H-Fluoren-9-one Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

8.561 13.03ug/ml 415171 Phenanthrene-d10
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 9H-Fluoren-9-one 180 C13H80O 000486-25-9 97
2 9H-Fluoren-9-one 180 C13H80O 000486-25-9 96
3 9H-Fluoren-9-one 180 C13H80O 000486-25-9 94
4 9H-Fluoren-9-one 180 C13H80O 000486-25-9 94
5 1H-Phenalen-1-one 180 C13H80O 000548-39-0 76
Abundance Scan 2437 (8.561 min): A083118.D\data.ms (-2432) (-)

5000

180

76

0
m/z-->
Abundance

5000

63
8 %0 | “L 1 %8110 %as | qes | 108211 208

20 40 60 80 100 120 140 160 180 200 220
180

152

76
63

126
26 38 20 98 111

0
m/z-->
Abundance

5000

20 40 ©60 80 100 120 140 160 180 200 220

180

152

76
38 50 63 98 111 126 165

0
m/z-->
Abundance

5000

20 40 60 80 100 120 140 160 180 200 220
#43215: 9H-Fluoren-9-one
180

8.775

m/z 180.00 100.00%

8.20 8.40 8.60 8.80
m/z 152.00 42.43%

8.20 8.40 8.60 8.80
m/z 75.95 30.74%

8.20 8.40 8.60 8.80
m/z 151.00 24.77%

8.20 8.40 8.60 8.80
m/z 150.00 16.58%

A831+18. DZ@VOGBOlGOM Taoe Sep 06203:322318016180 200 SAPOA1L

8.20 8Rage:a&bl 8.80
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Data Path :

Library Search Compound Report
D:\Data\A083116\

Data File : A083118.D

Acq On
Operator
Sample

: 31 Aug 2016 9:08 pm
: CLR
: 16H2050-03

Misc  :1S=75216

ALS Vial

: 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *%

Peak Number 9 Dibenzothiophene

*% *% *% *% *% *% *% *%

R.T. EstConc Area Relative to ISTD R.T.

Concentration Rank 16

8.658 7.42ug/ml 236322 Phenanthrene-d10 8.775
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 95
2 Dibenzothiophene 184 C12H8S 000132-65-0 94
3 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 93
4 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 87
5 Dibenzothiophene 184 C12H8S 000132-65-0 87
Abundance Scan 2471 (8.658 min): A083118.D\data.ms (-2467) (-) m/z 184.00 100.00%
184
5000 M
O 1T9 840 860 8.80 9.00
O \\‘\\\\‘4\’5\\\“\ \‘\N“\\H!\‘\\\h\‘\\\\‘\7‘??"'\6\\8\‘M“\\i‘\2\1\0\‘\\\2\\?‘)9\\2\\5‘6\ m/Z 138.95 15'99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
184
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
8.40 8.60 8.80 9.00
m/z 92.00 15.07%
139
0 18 39 69 92 113 158
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
184
" 840 860 8.80 9.00
5000 m/z 185.00 12.97%
139
92
0 39 69 113 158
m/z--> 2‘0 4‘0 6‘0 8‘0 160 150 14‘10 1é0 1é0 260 22‘0 24‘tO 2é0
Abundance #46037: Azuleno(2,1-b)thiophene
184 8.40 8.60 8.80 9.00
m/z 79.00 9.68%
5000
79 139
o6 @ e 10

A83+18.D SWOS@OlGOM Eme ‘&epﬂ@ 1@1521203 280.6200 220 SNOZed

8.40Paw®. BB0 9.00
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083118.D

Acq On :31Aug 2016 9:08 pm
Operator : CLR
Sample :16H2050-03

Misc  :1S=75216
ALS Vial : 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*% *% *% *% *% *% *% *% *% *%

Peak Number 10 1,2-Acenaphthylenedione Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

9.175 13.53ug/ml 431164 Phenanthrene-d10

Hit# of 5 Tentative ID MW MolForm CAS# Qual

182 C12H602
182 C12H602

000082-86-0 98
000082-86-0 96
000082-86-0 94
020927-01-9 86

1 1,2-Acenaphthylenedione
2 1,2-Acenaphthylenedione
3 1,2-Acenaphthylenedione 182 C12H602
4 1H-Benz[flindene-1,2,3-trione 210 C13H603
5 Benzoic acid, 5-chloro-2-hydroxy- 172 C7H5CIO3

8.775

000321-14-2 47

m/z 126.00 100.00%

]

8.80 9.00 9.20 9.40 9.60
m/z 154.00 79.11%

|

8.80 9.00 9.20 9.40 9.60
m/z 182.00 43.02%

|

8.80 9.00 9.20 9.40 9.60
m/z 63.00 26.88%

|,

Abundance Scan 2653 (9.175 min): A083118.D\data.ms (-2648) (-)
126
154
5000 182
63
0 39 ) h LI a0 | 210 229244259
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
126 154
5000 182
50 74
0 28 % 140
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
126 154
182
5000
74
. 28 50 98
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #44589: 1,2-Acenaphthylenedione
126 154
182
5000
74
o . M\ L P2 a0 |
‘ AR AR A SRR RASKY NARANRARRY SALAN SARSA SRR A

A83+18.D 9(10843016(M Boe Hep 126 1@152t 2616200 220 BYCAL

8.80 9.00 9.20 9.40 9.60
m/z 74.00 26.42%

8.80 9Bage2039.40 9.60
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083118.D

Acq On :31Aug 2016 9:08 pm
Operator : CLR

Sample :16H2050-03

Misc  :1S=75216

ALS Vial : 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 11 Anthracene, 1-methyl-

R.T. EstConc Area Relative to ISTD R.T.

9.303 7.79ug/ml 248253

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 89

Abundance Scan 2698 (9.303 min): A083118.D\data.ms (-2693) (-)
192
5000
94
165
0 39 63 79 | 115 139 | | 219 239 260276
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
192
5000
83 165
ol1s 39 63 98 115 139
R R R B A e R R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
192
5000
96
0 39 63 81 115 139 165
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51412: Phenanthrene, 2-methyl-
192
5000
94 165
39 6375 | 115 139

Concentration Rank 14

Phenanthrene-d10

8.775

m/z 192.10 100.00%

9.00 9.20 9.40 9.60
m/z 191.05 59.16%

—

9.00 9.20 9.40 9.60
m/z 189.05 32.49%

o

9.00 9.20 9.40 9.60
m/z 94.50 22.66%

%

9.00 9.20 9.40 9.60
m/z 190.05 18.15%

=
-

A831+18. D 9(108@01@)M80ue ®ep2061403 5@)311842(2‘06 220 240 SWIO2ED

9.00 Pexge:dl4b 9.60
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083118.D

Acq On :31Aug 2016 9:08 pm
Operator : CLR
Sample :16H2050-03

Misc  :1S=75216
ALS Vial : 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 12 1H-Phenalen-1-one Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

9.334 20.22 ug/ml 644167 Phenanthrene-d10

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 1H-Phenalen-1-one 180 C13H80 000548-39-0 92
2 1H-Phenalen-1-one 180 C13H80 000548-39-0 91
3 Benzolc]cinnoline 180 C12H8N2 000230-17-1 60

4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 59
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 56

Abundance Scan 2709 (9.334 min): A083118.D\data.ms (-2703) (-)
152
192
5000 76
O ‘\“\‘\1\?“\‘} \‘\2\1‘\0\‘\\\2\\3‘8\\2\5ﬁ\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
180

152

5000
76

28 50 98 112126

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

152

180
5000

76

28 62 98 126
O ‘ TTTT ‘ TTTT ‘ TTTT ‘ LI ‘ TTTT ‘ LI ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

8.775

m/z 152.00 100.00%

9.00 9.20 9.40 9.60
m/z 192.10 69.27%

9.00 9.20 9.40 9.60
m/z 180.00 65.95%

A

9.00 9.20 9.40 9.6
m/z 75.95 45.37%

e

o

Abundance #43156: Benzo[c]cinnoline SUCSSU TV A
192 9.00 9.20 9.40 9.60
180 m/z 191.05 37.17%
5000
‘ 126
0 H ‘\ \‘ . HH ‘ ‘ W

ABB831+18.2GVE830505. MGI' uEOSerﬂﬁ)GHLB 5338420180 220 24VEEAl

9.00 Pames.dd 9.60
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083118.D

Acq On :31Aug 2016 9:08 pm
Operator : CLR

Sample :16H2050-03

Misc  :1S=75216

ALS Vial : 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 13 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

9.402 22.00 ug/ml 701018

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 4H-Cyclopenta[deflphenanthrene 190 C15H10
2 4H-Cyclopenta[deflphenanthrene 190 C15H10
3 6H-Cyclobuta[jk]phenanthrene 190 C15H10
4 Anthracene, 1-methyl- 192 C15H12

5 Phenanthrene, 2-methyl- 192 C15H12

Phenanthrene-d10

8.775

000203-64-5 55
000203-64-5 49
083469-43-6 46
000610-48-0 42
002531-84-2 42

Abundance Scan 2733 (9.402 min): A083118.D\data.ms (-2729) (-) m/z 192.10 100.00%
192
5000 94 M
R R E
63 ‘ 139 165 9.00 9.20 9.40 9.60 9.80
o2 ] “\\“Huﬂ‘ 17 H\MW‘ 224 260 422 m/z189.05 91.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance
190
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
9.00 9.20 9.40 9.60 9.80
95 m/z 190.00 81.95%
39 63 137 163
ol gty el 4 4
m/z--> 50 100 150 200 250 300 350 400
Abundance
190
MU L1 B A S— 1)
9.00 9.20 9.40 9.60 9.80
5000 m/z 191.05 67.19%
94
oL, 39 63 137 163
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ L ‘ L ‘ T LI ‘ L L ‘ LI
m/z--> 50 100 150 200 250 300 350 400 MV\/
Abundance #50047: 6H-Cyclobuta[jk]phenanthrene S LW AL S WLV
189 9.00 9.20 9.40 9.60 9.80
m/z 94.50 48.53%
5000
94
163
) S e

ABB3318.D SVEB30160M TutsSep 0B13:55B7 26006 350 SMOAL

9.00 9.Ra@s10l®.60 9.80
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083118.D

Acq On :31Aug 2016 9:08 pm
Operator : CLR
Sample :16H2050-03

Misc  :1S=75216
ALS Vial : 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 14 9,10-Anthracenedione
R.T. EstConc Area

Concentration Rank 1

Relative to ISTD

9.607 32.39 ug/ml 1032110

Hit# of 5 Tentative ID

Phenanthrene-d10
MW MolForm

R.T.
8.775

CAS# Qual

1 9,10-Anthracenedione
2 9,10-Anthracenedione
3 9,10-Anthracenedione

208 C14H802
208 C14H802
208 C14H802

000084-65-1 95
000084-65-1 95
000084-65-1 95

4 9H-Fluoren-9-one
5 9H-Fluoren-9-one

180 C13H80O
180 C13H80O

000486-25-9 81
000486-25-9 74

Abundance Scan 2805 (9.607 min): A083118.D\data.ms (-2795) (-)
180 208
76 152
5000
50
63 90 126
O \\‘\\\\‘\\“\‘ \““‘\\\‘ “‘\‘M\\ﬂ”}o?‘\‘\‘\“‘\\\‘\\“\‘1\6\7\\“\\1\9\3i‘ H}\Z‘Z\% \2\3‘8\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
208
180
5000 152
76
50
. 63 90 104 126
R I L N BRI i e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
152 180 208
5000 76
%0 126
63
o 90 404
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62992: 9,10-Anthracenedione
180 208
152
5000 76
50
63 ' 90 126
o 2 X104 Tasel tes s |
AB33+18.D v088D16M Tee Sep 06203:6R:40620160 200 220VOOAL

m/z 208.00 100.00%

9.20 9.40 9.60 9.80 10.00
m/z 179.95 90.50%

>

9.20 9.40 9.60 9.80 10.00
m/z 151.95 81.91%

-

9.20 9.40 9.60 9.80 10.00
m/z 76.00 80.76%

5

9.20 9.40 9.60 9.80 10.00
m/z 151.00 49.12%

=

9.20 9.49a@6019.80 10.00
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083118.D

Acq On :31Aug 2016 9:08 pm
Operator : CLR

Sample :16H2050-03

Misc  :1S=75216

ALS Vial : 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 15 Anthracene, 9-ethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.

9.735 6.00ug/ml 191188 Phenanthrene-d10

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Anthracene, 9-ethyl- 206 C16H14 000605-83-4 95
2 Phenanthrene, 4,5-dimethyl- 206 C16H14 003674-69-9 91
3 9,10-Dimethylanthracene 206 C16H14 000781-43-1 91

8.775

4 1H-Indene, 2-methyl-3-phenyl- 206 C16H14 035099-60-6 90

5 Phenanthrene, 4,5-dimethyl- 206 C16H14 003674-69-9 90

Abundance Scan 2850 (9.735 min): A083118.D\data.ms (-2847) (-)
191206

5000

165
89

‘\\ \\ \M\ H‘H\H‘ ‘ “‘111126 1 0

“L‘ 222238 274

m/z--> 20 40 60 80 100 120 140 160 180
Abundance

o

200 220 240 260 280

191

206
5000

89
39 63 115 150169

) MBI P T B L. <L 1Y ST |1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
191

206

5000

101
39 5 76 122 139 165

0 L L L L L L I B I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61583: 9,10-Dimethylanthracene
206

191

5000

m/z 206.10 100.00%

-

9.40 9.60 9.80 10.00
m/z 191.05 91.42%

9.40 9.60 9.80 10.00
m/z 165.00 32.46%

i

9.40 9.60 9.80 10.00
m/z 189.00 30.84%

3

9.40 9.60 9.80 10.00
m/z 189.95 23.93%

=

01
A831+18.D S088016)M8DueBetr006148:52:480RQ06 220 240 HIYQAA

9.40 Pame.28 10.00
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083118.D

Acq On :31Aug 2016 9:08 pm
Operator : CLR

Sample :16H2050-03

Misc  :1S=75216

ALS Vial : 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 16 1,8-Naphthalic anhydride Conce

ntration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.820 24.78 ug/ml 789570 Phenanthrene-d10 8.775
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,8-Naphthalic anhydride 198 C12H603 000081-84-5 99
2 1,8-Naphthalic anhydride 198 C12H603 000081-84-5 98
3 1,8-Naphthalic anhydride 198 C12H603 000081-84-5 98
4 1,8-Naphthalic anhydride 198 C12H603 000081-84-5 90
5 Naphtho[1,2-c]furan-1,3-dione 198 C12H603 005343-99-7 76
Abundance Scan 2880 (9.820 min): A083118.D\data.ms (-2875) (-) m/z 126.00 100.00%
126 154
198
5000
T L
9.40 9.60 9.80 10.00 10.20
O \\\‘\\\\38\“\\“‘\HH‘\“‘\H‘\H\‘\‘H\‘H\‘\‘\?Z?\\\\“\‘\\\2‘2\\3?4‘-\0\\\2‘\6\5\\2‘8\:\3\\‘\3\1\(\) m/Z 154.00 93'22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
154
126
198
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
9.40 9.60 9.80 10.00 10.20
63 m/z 198.00 53.02%
0 “\33\9\\871\04\\\171\\\\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
126 154 J
198 AR AR RA
9.40 9.60 9.80 10.00 10.20
5000 m/z 63.00 35.23%
63
87
O \\\‘\\\\33H\‘\H\‘\\\\‘1\(\)\9\‘\\\\‘HH‘\\H‘\H\‘HH‘HH‘\H\‘H\\‘HH‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55794: 1,8-Naphthalic anhydride Dot bt PN M
126 154 198 9.40 9.60 9.80 10.00 10.20
m/z 74.00 28.95%
5000
63
ol.18. 39 ‘\‘ b \

A83+18.D SQ’O&OGIB 18D T10® $&p196 1]63)58048)02.2(5240 260 28\80A 1

9.40 9.6Ragsn1.00 10.20
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Data Path :

Data File :
Acq On
Operator
Sample

Library Search Compound Report

D:\Data\A083116\
A083118.D

: 31 Aug 2016 9:08 pm
: CLR
: 16H2050-03

Misc  :1S=75216

ALS Vial

: 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 17 Cyclopenta(def)phenanthrenone Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

9.888

10.29 ug/ml 327862 Phenanthrene-d10

Hit# of 5 Tentative ID MW MolForm CAS# Qual

8.775

1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 83

2[1,1-B

iphenyl]-2,2'-dicarbonitrile 204 C14H8N2 004341-02-0 40

3 4(equat)-(but-3-en-1-ynyl)-2(axi... 219 C14H21NO 038423-22-2 38

4 [1,1'-Biphenyl]-2,2'-dicarbonitrile 204 C14H8N2 004341-02-0 38
5 (E)-Ethyl 3-ox0-2-(pyrid-2-yl)me... 219 C12H13NO3
Abundance Scan 2904 (9.888 min): A083118.D\data.ms (-2901) (-)
204
5000
88 176
50
O ‘\\\\‘\\\\‘\\\‘v‘\\\\32\\\1‘2\3\\\‘\\“\\‘\\\H\“\\\\‘ ‘\\\2‘2\3\\2\:3‘8\\2\5\4‘.\\2\7\4‘.\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
204
5000
176
88
[T T T e T e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
204
5000

0

177
28 51 7488102 427 150

m/z-->

20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance#70561: 4(equat)-(but-3-en-1-ynyl)-2(axial)-Methyl-trans-decahydroquino
204

5000

176
148
79

162 219
124
57 94 110 20 “

1000147-59-7 36

m/z 204.00 100.00%

%

A
L L B B

9.60 9.80 10.00 10.20
m/z 176.00 35.37%

=

9.60 9.80 10.00 10.20
m/z 88.00 32.75%

=

9.60 9.80 10.00 10.20
m/z 175.00 15.03%

=

9.60 9.80 10.00 10.20
m/z 75.00 14.31%

%
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083118.D

Acq On :31Aug 2016 9:08 pm
Operator : CLR

Sample :16H2050-03

Misc  :1S=75216

ALS Vial : 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M

Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *%

*% *%

Peak Number 18 Pyrene, 1-methyl-

R.T. EstConc Area

Relative to ISTD

*%

*% *%

Concentration Rank 12

R.T.

10.434 8.09 ug/ml

536495

Chrysene-d12

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 86
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 70
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 64
5 11H-Benzolb]fluorene 216 C17H12 000243-17-4 60

Abundance Scan 3096 (10.434 min): A083118.D\data.ms (-3067) (-)
216
5000
94 195
O H\‘HH‘HH‘H} \P ‘\?‘\ \4\?\5\‘5\\\\‘\\2?4‘.\\\\‘\2\3\3\?
m/z--> 20 40 60 80 100120140160180200220240260280 300320
Abundance
216
5000
95 189
0 14 39 63 122 163
P T T T T T e e e e e e e
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260 280 300 320
Abundance
216
5000
94 189
0 63 122 163
H\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320
Abundance #68702: Fluoranthene, 2-methyl-
216
5000
108
189
39 I \“ 139 163 \‘ m \H‘

11.190

m/z 216.10 100.00%

%

10.20 10.40 10.60 10.80
m/z 215.05 94.01%

3

-

10.20 10.40 10.60 10.80
m/z 232.05 58.39%

=

10.20 10.40 10.60 10.80
m/z 94.45 31.00%

3

10.20 10.40 10.60 10.80
m/z 195.05 29.81%

A831+18. D SVO@B(B])GBQI Tagef 8)5)]3@85(13862@]221%@ 260 280 3(BGLDAL

%

10.20aQen2D.60 10.80
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083118.D

Acq On :31Aug 2016 9:08 pm
Operator : CLR

Sample :16H2050-03

Misc  :1S=75216

ALS Vial : 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 19 Benzo[ghiJfluoranthene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.

11.014 7.85ug/ml 520755 Chrysene-d12 11.190
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Benzo[ghi]fluoranthene 226 C18H10 000203-12-3 64

2 Cyclopentajcd]pyrene 226 C18H10 027208-37-3 47

3 5(10H)-Pyrido[3,4-b]quinolone, 7... 226 C13H10N202 1000256-99-5 40
4 9H-Xanthen-9-one, 3-methoxy- 226 C14H1003 003722-52-9 37
5 Benzene, [4-(3-ethynylphenyl)-1,... 226 C18H10 1000115-87-3 32

Abundance Scan 3300 (11.014 min): A083118.D\data.ms (-3293) (-) m/z 226.10 100.00%
226
5000
113
e e e
H 10.60 10.80 11.00 11.20 11.40
0 \SP\ oty ‘W | \1\4‘6\1\7\4‘\19‘8\ \‘ ' \2‘5\5\2\82\3‘0\6\ T \3‘5\5\ T \4\21\ 4\1.4‘-8\ m/Z 113'00 25'66%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
226
5000
113 10.60 10.80 11.00 11.20 11.40
m/z 112.00 22.73%
0L39 63 87 150174198
—_—
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
226
e e e b
10.60 10.80 11.00 11.20 11.40
5000 m/z 224.00 20.99%
113
0 87 174198
L ‘ T T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #75663: 5(10H)-Pyrido[3,4-b]quinolone, 7-methoxy- PRSPV L
226 10.60 10.80 11.00 11.20 11.40
m/z 225.05 17.42%
5000
183
113 155
u L \\86 \ (- ‘ 1 ‘

0
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Library Search Compound Report

Data Path : D:\Data\A083116\
Data File : A083118.D

Acq On :31Aug 2016 9:08 pm
Operator : CLR

Sample :16H2050-03

Misc  :1S=75216

ALS Vial : 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

*%% *% *% *% *% *% *% *% *% *%

Peak Number 20 Benz(A)anthracene-7,12-dione Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.

11.551 5.69 ug/ml 377109 Chrysene-d12 11.190

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Benz(A)anthracene-7,12-dione 258 C18H1002 002498-66-0 96
2 Benz(A)anthracene-7,12-dione 258 C18H1002 002498-66-0 95

3 5,12-Naphthacenedione 258 C18H1002 001090-13-7 93
4 5,12-Naphthacenedione 258 C18H1002 001090-13-7 93
5 Fluoranthene 202 C16H10 000206-44-0 92
Abundance Scan 3489 (11.551 min): A083118.D\data.ms (-3484) (-) m/z 258.10 100.00%
258
202
5000
126 450 174 11.20 11.40 11.60 11.80
o 281 303 326 m/z 202.05 77.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
258
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
202 54, 11.20 11.40 11.60 11.80
101 m/z 200.00 52.32%
0,18 80 75 129 450 175
L A WA e NSOV BN BT UNNES (SN —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
258
P e A
101 11.20 11.40 11.60 11.80
5000 202 m/z 101.00 51.98%
230
129
50 75 150 174
O\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #97585: 5,12-Naphthacenedione ) Lot b At M
238 11.20 11.40 11.60 11.80
m/z 230.05 51.31%
202
5000
101 230
| |
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Tentatively Identified Compound (LSC) summary

Data Path : D:\Data\A083116\
Data File : A083118.D

Acqg On :31 Aug 2016 9:08 pm
Operator : CLR

Sample :16H2050-03

Misc  :1S=75216

ALS Vial : 17 Sample Multiplier: 1

Quant Method : C:\msdchem\1\METHODS\SV083016.M
Quant Title : SVOA#1 BNA Quantitation

TIC Library : C:\Database\NIST05a.L
TIC Integration Parameters: LSCINT.P

[--Internal Standard---|
TIC Top Hitname  RT EstConc Units Response |[# RT Resp Conc|

Trichloroethylene 1.731 6.1 ug/ml 107439 1 3.987 706960 40.0
Ethane, 1,1,2,2... 3.245 7.5 ug/ml 132670 1 3.987 706960 40.0
Ethanol, 2,2"-0... 3.538 10.4 ug/ml 183600 1 3.987 706960 40.0
n-Decanoic acid 6.320 19.4 ug/ml 683170 3 7.144 1408960 40.0
Dibenzofuran, 4... 7.933 6.6 ug/ml 232127 3 7.144 1408960 40.0
Tridecane, 4-me... 8.243 13.2 ug/ml 420729 4 8.775 1274550 40.0
9H-Fluorene, 4-... 8.382 10.7 ug/ml 342390 4 8.7751274550 40.0
9H-Fluoren-9-one 8.561 13.0 ug/ml 415171 4 8.7751274550 40.0
Dibenzothiophene 8.658 7.4 ug/ml 236322 4 8.775 1274550 40.0
1,2-Acenaphthyl... 9.175 13.5 ug/ml 431164 4 8.775 1274550 40.0
Anthracene, 1-m... 9.303 7.8 ug/ml 248253 4 8.775 1274550 40.0
1H-Phenalen-1-one 9.334 20.2 ug/ml 644167 4 8.775 1274550 40.0
4H-Cyclopenta[d... 9.402 22.0 ug/ml 701018 4 8.775 1274550 40.0
9,10-Anthracene... 9.607 32.4 ug/ml 1032110 4 8.775 1274550 40.0
Anthracene, 9-e... 9.735 6.0 ug/ml 191188 4 8.775 1274550 40.0
1,8-Naphthalic ... 9.820 24.8 ug/ml 789570 4 8.775 1274550 40.0
Cyclopenta(def)... 9.888 10.3 ug/ml 327862 4 8.775 1274550 40.0
Pyrene, 1-methyl- 10.434 8.1 ug/ml 536495 5 11.190 2652150 40.0
Benzo[ghi]fluor... 11.014 7.9 ug/ml 520755 5 11.190 2652150 40.0
Benz(A)anthrace... 11.551 5.7 ug/ml 377109 5 11.190 2652150 40.0

A083118.D SV083016.M Tue Sep 06 13:52:57 2016 SVOA1
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